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5 FigW of thg tny^nqn ; 

This invention relates to a method of ^ 
compounds wito^ 

the interaction of said compounds with specific residues of the active site of the 
enzyme; This interaction between the compounds of this invention and the active 
10 site inhibits the activity of cathepsin K and these compounds are useful for treating 
diseases in whic^^ 

disease. This invention also relates to a novel crystalline structure of cathepsin K, 
the identification of a n^ 

methods enabling the design and selection of inhibitors of said active site. 

is ;"• : )i':k :\ • : 

Background Of the Invention 
Cathepsin K is a member of the family of enzymes which are pan of the 
papain superfamily of cysteihe proteases: C^thepsihs B; Hi L; N and S have been 
described in the literature. Recently, cathepsin K polypeptide and the cDN A 

20 encoding such ^ 

cathepsin O therein). Cathepsin K has been recently expr^ and 
characterized, Bossard, M.X;eial., (1996)7. BioLChem. 111,12511 A2S2A\ 
Drake, F.H v et al , (1996) /. Biol. Cherh. 271, 1251 1-12516; firomme, D , et at, 
(1996)7. Bioi Ctem. 271,2126^2132. 

25 Cathepsin K has been variously denoted as cathepsin O, cathepsin X or 

cathepsin 02 in the 

more appropriate one (name assigned by Nomenclature Committee of the 
International Union of ^Biochemistry and Molecular Biology). 

Cathepsins of the papain superfan^ in the 

30 normal physiological process of protein <J^^ 

e.g., in the degradation of connective tissue. However, elevated levels of these 
enzymes in the body can result m disease, thus, 

cathepsins have been ii^licated m but not limited 

to, infections by pneun^qcystis carini^ 

35 and Crithidia - : fiL^k:.ultfui;^;:W^= schist^bmiasis m^ari^ tumor me^usis, 
metachromatic leukodystrophy, mu^ular dystrophy , amytrophy, and the like - 
International Publication Number WO 94/04172, published on March 3, 1994, and 
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references cited thercicu See 0sp Europe A 1 f 

and references cited tlw^ P: gihgivallis, 

called gingipains, have ^ Potempa, 
J., et .aL (1994) Perspectives in Drug Discovery and Design, 2, 445-458. 
5 Gathepsin K is beUevod to play a causative role in disea^ of excess 

or cartilage loss. Bone is composed of a protein ma^ in which spindle- or plate- 
shaped crystals of hydroxyapatit? are incorpbifated; Type I Collagen represents the 
iiiajor structural protein of bone comprising approximately 90% of the structural 
protein. The remaining 10% of matra is composed of a number of non-collagenous 
10 proteins, including osteocalcin; proteoglycans v ostebpontin, osteonectin; 

thrombospondin, fibronectin, and bone sialoprotein. Skeletal bone undergoes 
ren^elirigar^ 

a cycle consisting of a bone resorption phase followed by a phase of bone 
replacement. :; 

15 Bone resorption is^ 

hematopoietic^ a tight 

sealing zone, followed by extehs 6n their apiM (i e , 

resorbing) surface. Tlifcaf^^ 
surfrcethatisaci*^ 

20 the osteoclast secretes proteolytic enzymes. The lowpH of the compartment 

dissolves hydroxyapatite crystals at the bone surface, while the proteolytic enzymes 
digest the protein matrix. In this way,a resorption lacuna, or pit, is formed. At the 
end pf this phase of the cycle, osteoblasts lay down a new protein main 
subsequently mineralized. In several disease states, such as osteoporosis and Paget's 

25 disease, the normal balance between bone resorption and formation is disrupted, and 
there is a net loss of bone at each cycle. Ultimately, this leads to weakening of the 
bone and may result in increased fracture risk with minimal trauma. 



suggests that this enzyme is essential for bone resorption; Thus, selective inhibition 
30 of cathepsin K may provide an effective treatment for diseases^^^o bone 
loss, including, but not limited 

and periodontitis, £aget's disease, hypercalcemia of malignancy, and metabolic bone 
disease. Gathepsin K levels have alsd been demonstrated to be elevated in 
chondroclasts of osteparthritic synovium . ^ inhibition of cathepsin K 

35 may also be useful for treating diseases of excessive cartilage or matrix degradation. 
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including, but not limited to, osteoarthritis and rheumatoid arthritis. Metastatic 
neoplastic cells also typically express high levels of proteolytic enzymes that 
degrade the sunpun^ng TOtri 
be useful for treating certain neoplastic diseases 
5 Surprisingly, it has been found that a broad, structurally diverse series of 

compounds have common structural, physical and spatial characteristics that alto^ 
for the interaction of said compounds with specific residues of the active site of 
cathepsin K and are useful for treating diseases in which inhibition of bone 
resorption is indicated, such as osteoporosis and periodontal disease. Thus, this 
10 invention relates to the method of inhibiting cathepsin K using compounds having 
the characteristics hereinbelow defined. 

Sumin^oftiiclnvcmign 

In one aspect, the present invention provides a method for inhibiting 
15 cathepsin K by administering compounds with certain structural, physical and spatial 
characteristics that allow for the interaction of said compounds with specific residues 
of the active site of the enzyme. This interaction inhibits the activity of cathepsin K 
and, thus; treats diseases in which bone resorption is a factor. 

In another aspect, the present invention provides a novel cysteine protease in 

20; ■ : ■■ 

In yet another aspect, the invention provides a novel protease composition 
characterized by a three dimensional catalytic site formed by the atoms of the amino 
acid residues listed in Table XXDC. 

In still another aspect, the invention provides a method for identifying 

25 inhibitors of the compositions described above which methods involve the steps of: 
providing the coordinates of the protease structure of the invention to a 
computerized modeling system; identifying compounds which will bind to the 
structure; and screening the compounds or analogs derived therefrom identified for 
cathepsin K inhibitory bioactivity. 

30 Other aspects and advantages of to^ 

the following detailed 



35 



Brief Description of the Drawings 
Figure 1 is the amino acid sequence of cathepsin K aligned with the amino 
acid sequences of other cysteine proteases; 
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Figure 2 is a ribbon diagram of cathepsin K. The amino and carboxyl- 
termini arc indicated by N and C The drawing was produced using the program 
MOLSCJUPT [Kraulis, P., / Appl Crystallogr:, 24. 946-950 ( 1991)]. 

Figure 3 is a ribbon diagram of cathepsin K in complex with E-64, a known 
5 inhibitor of cysteine proteases, The drawing was produced using the program 
MOLSCRIPT. 

Figure 4a is an illustration of the active site of cathepsin K. Figure 4b is a 
stereoview of the active site of cathepsin K. For clarity, no hydrogen atoms or water 
molecules are shown. 

to Figures 5a-13a are illustrations of the active site of cathepsin K in complex 

with novel inhibitors of cathepsin K. Figures 5b-13b are stereoviews of the active 
site of cathepsin K in complex with novel inhibitors of cathepsin K. These views 
depict the interaction of each inhibitor with all atoms of residues of the active site of 
cathepsin K within 5 A of the inhibitors. For clarity, no hydrogen atoms or water 

15 molecules are shown. 

Table I provides the three dimenkibnal protein coordinates of the cathepsin K 
crystalline structure of ^ 

Tables II-X provide the three dimensional coordinates for the cathepsin K 
complex with specific inhibitors of the present invention. 
20 Tables XI-XIX provide listings of the three atom angles between atoms of 

the inhibitors and the protein for all inhibitor atoms within 5 Angstroms of the 
protein. 

Tables XX-XXYIII provide listings of the distances between atoms of the 
inhibitors and the protein for all inhibitor atoms within 5 Angstroms of the protein. 
25 Table XXDC provides the atoms of the amino acid residues of the catalytic 

• •:' Site. ■" ' • ■ f j ■ I. £ )' i ' " * ; ' t M ' ;; ?' ■■ : -^v ' • ••- ■ 

Detailed Description nf the Invention 

The present invention provides a novel cysteine protease crystalline 
3Q structure, a novel cysteine protege active site, a^ 

form and active site to identify protease inhibitor compounds. 

In particular, the present invention provides a method for inhibiting cathepsin 
K by administering compounds with certain structural, physical and spatial 
characteristics that allow for the interaction of said compounds with specific residues 
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Specifi^ly, the in the present invention 

interact with any two or more of the following: 
■ ;k Tyrosine^ 67^ 

2, Hydrophobic pocket lined with atoms from methinoine 68, 
5 leucine 209, alanine 163, alanine 134 and portions of tyrosine 67; 

3. Hydrogen bonds donated by glycine 66 amide nitrogen; 
4V Cysteine 25 die active site nucleophile; 
5. Mainchain interactions from residues glotamine 2 1 , cysteine 22, and 

v:-.:^;iglycine;23;- , • 
iO 6; 1^tc0an 184 sidechain; and 

7. Hydrophobic contacts with the sidechain atoms of glutamine 143 and 
asparagine 161 and the mainchain of alanine 137 and serine 138. 

Preferably, the inhibitors of cathepsin K used in the present invention interact 
with any three or more of the above-identified regions of the active site. 

15 7 

electiophilic carbon add either 

from the carbon or an aromatic group whose centroid is 9.24- 1 1 .24 A from the 
carbon, or both the hydrophobic and the aromatic groups in which case the centroids 
■y;0ibt^i^ groups should be 15.67-16.67A apart. These features must be able to 
20 the appropriate interactions with the cathepsin K active site. The electrophilic 

carbon atom should be 1 7^.0 A from the side chain 

acid cysteine 25. The hydrophobic group should be near the following amino acids 
with appropriate distance ranges between the centroid of the side chain atoms and 
the centroid of the hydrophobic group given in parentheses: tyrosine 67 (4.91- 
25 5.9lA), methionine 68 (5.74-6/74A), alanine 134 (4.15-5.15A), leucine 160 (6.18- 
7. 18A), and leucine 209 (5.71-6.71 A). The aromatic group should be near the either 
tryptophan 184 (4. 10-7. 10A) or tryptophan 188 (4.10-7.10A) orboth. 

The key structural features of the inhibitors of the present invention include 
an electrophilic carbon, preferably the carbon of a carbony 1 group, a hydrophobic 
3d group, preferably an isobutyl group, and an aromatic group, preferably a phenyl 

group. The electrophilic carbon of the inhibitor may be in the same compound with 
two hydrophobic groups, such as two isobutyl groups, or two aromatic groups, such 
as two phenyl groups, or one hydrophobic group and one aromatic group. 

Suitably, the method of inhibiting cathepsin K of the present invention 
35 comprises administering^ 
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compound that fits spatially into the active site of cathepsin K, said compound ; 
comprising any two or more of the following: 

(i) an electrophilic carbon atom that binds to the side chain sulfur atom 
;\ of cysteine 25 wherein said electrophilic carbon atom is 1.7-4.0A from said sulfur 

'5 : : -'; : aioidci;'- 

(ii) a hydrophobic group that interacts with tryptophan 184 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4.10-7. 10A; 

(iii) a hydrophobic group that interacts with tyrosine 67, methionine 68, 
1 0 alanine 1 34, leucine 160, and leucine 209, creating a hydrophobic pocket, and 

has distance ranges between the centroid of said hydrophobic group and the 
centroids of the side chain atoms of the amino acid residues of said hydrophobic 
pocket which are tyrosine 67: 4.91- 5.9lA, methionine 68: 5.74-6.74A, alanine 
134: 4.15-5.15A, leucine 160: 6.18-7.18A V and leucine 209: 5.71-6.7lA; 
"15 (iv) a hydrophobic group that interacts with tyrosine 67 wherein the 

distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tyrosine 67 is4.10-7.10A; 

(v) an amino group with a pKa of less than 7 or an oxygen atom, each of 
which interacts with a hydrogen atom donated by the amide nitrogen of glycine 66 

20 wherein the distance between these two atoms is 2^7-3 5A; 

(vi) a hydrophobic group that interacts with the main chain atoms of 
glutamine 21, cysteine 22 and glycine 23 wherein the distance between the^^^ 
of s^ h^ 

glycine 23 are 3.7-5.4, 4.9-5.7 and 5.4-6.7 A, respectively; or 
25 (vii) a hydrophobic group that interacts with the side chain atoms of 

glutamine 143 and asparagine 161 and the main chain of alanine 137 and serine 138 
wherein the distance between 

centroids of glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9- 
9,6Av 4:7-5.4Av 4^2-5.5 A, and 4.6^i4^ res^tively Preferably, the inhibitors of 
30 cathepsin K used in the present invention comprise three or more of the above. 

Suitably, the method of inhibiting cathepsin K of the present invention 
comprises administering to a mammal, preferably a human, in need thereof, a 
compound that fits spatially into the active site of cathepsin K, said compound 
comprising: 
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(i) an clectrophilic carbon atom that binds to the side chain sulfur atom 
of cysteine 25 wherein said electrophilic carbon atom is 1 .7-4.0A from said sulfur 
atom; and 

(ii) a hydrophobic group that interacts with tryptophan 184 wherein the 

5 distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4.10^10A; Inferably, the hydrophobic group 
that interacts with tryptophan 184 is an aromatic group and the centroid of this 
^ the centroid of the electrophilic carbon that 

binds to the side chain sulfur atom of cysteine 25. 
10 Preferably, the electrophilic carbon that binds to the side chain sulfur atom of 

cysteine 25 is a carbonyl carbon. 

Suitably, the method of the present invention further comprises a compound 
with a hydrophobic group that: 

has a centroid which is 5.44-6.94A from said electrophilic carbon; 
15 interacts with tyrosine 67, methionine 68, alanine 134, leucine 160, and 

leucine 209, creating a hydrophobic pocket; and 

has distance ranges between the centroid of said hydrophobic group and the 
centroids of the side chain atoms of the amino acid residues of said hydrophobic 

20 134: 4.15-5.15A, leucine 160: 6.18-7.18A, and leucine 209: 5.71-6.71A. 

Preferably, this hydrophobic group is an isobutyl group. 

Alternately, the method of the present invention further comprises a 

compound: with a hydrophobic group that interacts with tyrosine 67 wherein the 

distance between the centroid of said hydrophobic group and the centroid of the side 
25 chain atoms of tyrosine 67 is 4.10-7.10A. Preferably, this hydrophobic group is an 

aromatic group. 

Alternately, the method of the present invention further comprises a 
compound with ah amino group with a pKa of less than 7 or an oxygen atom, each 
of which interacts with a hydrogen atom donated by the amide nitrogen of glycine 
30 66 wherein thed^tance between these two atoms is 2.7-3.5A. Preferably, the 

compound comprises an oxygen atom, such as an oxygen atom of a carbonyl group 
or an oxygen atom of a hydroxyl group. 

Alternately, the method of the present invention further comprises a 
compound with a hydrophobic group that interacts with the main chain atoms of 
35 glutaraine 21, cysteine 22 and glycine 23 wherein the distance between the centroid 
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^ group and the centrbids of glutamine 21 /cysteine 22 and glycine 

23 are 3.7-5.4, 4.9-5.7 and 5.4-6.7A, respectively. Preferably, this hydrophobic 
group is an isobutyl group. 

Alternately, the method of the present invention further comprises a 
5 compound with a hydrophobic group tliat interacts with the side chiin atonis of 
ghitamine 143 and asparagine 161 and the mainchain of alanine 137 and serine 138 
wherein the distance between the centroid of the hydrophobic group and the 
centroids of glutaminc 143, asparagine 161, alanine 137, and Serine 138 are 7.9- 
; 9.6A, 4.7-5.4A, 4.2-5.5A, and 4.6r64A, respectively. 

10 Compounds used in the method of the present invention include, but are not 

limited to, the following: 

3(S)-3-[(N^benzyloxycar^ 
hexanone; 
; 4^-[(4-p>ri^ 
15 l(phenylmethoxy)cartx)nyl]-L-leucyl]-3-pyirolidto 
4~[N-[(phenylmeto^ 
• pynnolidinone; 

4-[N-[(phenylmethoxy^ 

^; [ 

20 bis-(C^z-leucinyl)-l t 3-diamiho-propan-2-one; 

2-[N^34)en^ 
leucinyl)]carbdhydrazide; 

( 1 S)-N-[2-[( 1 -ben2yloxycarbonylaminb)-3-methylbutyl]thiazo 
ylcartx>nyl]-N-(N-benzyloxycarf)onyl^ 
25 l-N-(N-inudazoleac*tyl-leuc^^ 
amino-propan-2-one; and 

^^'-N^'-bis-benzyloxycarbon^ 
or a pharmaceutical^ acceptable salt thereof. ; 

As stated herein, the interaction of the inhibitor at the side chain sulfur atom 
?° of cysteine 25 has as one of its requirements that the inhibitor contain an 
tt dectrophilic carbcm" atom. By lthis term is mean 

This term includeis, but is not limited to, a carbonyl carbon atom, this term also 
includes an epoxide* a thiocarbonyl, an iniine; ^d a nitrile. Suitably, thi 
also be represented by the fonnula -C=N-X, wherein X may be optionally tied back 
35 : toi^m is CH 2 , H, Q, S or NR a in which R a is H df C M alkyi. 
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includes an epoxide, a thiocarbonyl, an inline, and a nitrile. Suitably, this term may 
also be represented by the formula -C=N-X, wherein X may be optionally tied back 
to C in a ring or wherein X is CH2, H, O, S or NR a in which R a is H of Cj^alkyl. 
The hydrophobic groups that interact with tryptophan 184 or tyrosine 67 
5 include, but are not limited to, aromauc groups. These hydrophobic groups include 
phenyl, C^galkyl and heteroaiyl, which is defined hereinbelow. The hydrophobic 
: groups that interact with the hydrophobic pocket lined with atoms from tyrosine 67, 
methionine 68, alanine 134, leucine 160, and leucine 209 not only includes isobutyl, 
but also includes Chalky!, C3.gcycloalkyl and adamantyL The hydrophobic 
• jlpi;i ; ^ that interact with the main chain atoms of glutamine 21 . cysteine 22 and 
glycine 23 or the side chain atoms of glutamine 143 and asparagine 161 and the 
mainchain of alanine 137 and serine 138 include Ci-joalkyl, Q^b+li ln which b 
is 1-3, and aryl and heteroaryl, each of which are defined hereinbelow. 

As used herein, the term "centroid" means the position for the stated atoms 
15 calculated by averaging the x coordinates of the atoms to obtain the x coordinate of 
the centroid, averaging the y coordinates of the atoms to obtain the y coordinate of 
the cenu^id, and averaging the z c 2 coordinate 

. , of the centroid. : ' 

The compounds used in the method of the present invention include, but are 
20 not limited to, the compounds of formula (I): 



wherein: 
25 D = 



v A 



R 22 R 30 
3 J. D 21 « R 



R 2 R-B— ... O R . H 
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L = G2^alkyl, Ar-Go^alkyl, Het-Co^aJIcyl, CH(R66 )NR 60r68 

CH(R66)Ar, GH(R66)OAi', NR66r67. 
M = C(0),S02; 
G= 

:■: X— y ■ . : ". V '■' ■ -V " 

J = C(0),S02; 

t = AriHct; 

V = C3-7cycloalkyl; 

W = H, r CN,-CF 3 , -N02V-GOR7, iC02R6 -CONHR6, 

-S6 2 NHR6 -NHSO2R6, -NH€0R7 -O-COR6, -SR6, 
NR*R 6 , NR'CCsNHJNHRS, CI, Br, I, F; 

. 11: .. ' 
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X=Y = Z = N,0,SorCR 4 

provided that at least two of X, Y and Z are heteroatoms 
and at least one of X, Y and Z is N, or one of X, Y and Z is 
C=N,C=C or N=N and the other two are CR 4 or N, 
provided that X, Y and Z together comprise at least two N; 

- indicates a single or double bond in the five-membered 

heterocycle; 

m-6, 1;2; ■ 

n = f to 6; 

f =0.1,2; . .. 

Ar = phenyl, naphthyl, optionally substituted by one or more of 

Ph-Co_ 6 alkyl, Het-Co.palkyl, Ci^alkoxy, Ph-C 0 _ 6 alkoxy, 

Het-Co-6alkoxy, OH, (CH 2 )i-6^ 8 R 59 v 
0(CH2)i.6NR 58 R 59 ; 
Ar" = phenyl or naphthyl, optionally substituted by one or more of 
Ph-Co^alkyl, fiet-q>.6alkyl, Ci^koxy, Ph-G^galkoxy, 

Het-Co^alkoxy. OH, (CH 2 )i^NR 58 R 59 , 

0(CH 2 )i-6NR 58 R 59 . or halogen; 
R' - H, Gi-^alkyli Ar-Go^^kyl, Het-C().^alkyl; 

Rl =H,Cl-6alkyl; • ■ ■ 

R 2 = G4.6alkyl,C4-6alkenyl, benzyl; 

R3 = Ci^alkyl, Ar-Co^alkyl, Het-Co^alkyl, R^GO-i R 5 S02-, 

R5oC(0)-, r5nHCO-; 
R 4 =H,Ci^alkyl. Ar-Co^alkyl, Het-Co^alkyl; 
R 5 = Ar-0-©alkyl, Het-Co^alkyl; 
r6 = H, Ci-6alkyl. CH2CF3, Ar-C0-6alkyl, Het-Co- 6 alkyl; 

12 
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R7 = Cl-6alkyl, Ar^6aIkylvH«-CGu6alkyl; 

R 8 = H;C2^6 alkenyl; e2-6aikynyl; Het; Ar, G i-6alkyl. 
optionally substituted by OR vSR*. 1W*2, CO2R, 
CO2NR 2. N(C=NH)NH 2 , Het or Ar, 

R 9 = H, Ci-6alkyl. Ar-Co^alkyl. Het-Cb^alkyl; 

RlO = Ci^alkyl, Ar-Cb-6alkyl, Het-Co^alkyl; 

R 1 1 = H, Ci^alkyl, Ar-C^alky!. Hct-Co^alkyl, or 



R 16 



R 12 = H, Chalky!. Ar-C^galkyl, Het-C<)-6alkyl; 
R 13 = H. C^alkyl. Ar-G^galkyl, Het^Co^alkyl; 



R ,e 

U'^n-rV 2 



Rl4 = / N-H a R n tAc . 
R 15 = H,C l . 6 alkyl, C 2 . 6 alkenyl, C 2 -6alkynyl, Ar, Het, or 
Cj.^alkyl optionally substituted by OR 9 . NR 9 2, 
CONR9 2 , N(C=NH)NH-, Het or Ar; 
R 16 - C 2 ^alkyl, C 2 . 6 alkenyl, C 2 ^alkynyl, Ar. Het, or C 2 -6alkyl 
optionally substituted by OR 9 , SR 9 , NR 9 2 , CO2R 9 . 
CONR 9 2 . N(C=NH)NH-, Het or Ar. 
R 19 = H, Ci.6alkyl,C2-6alkenyl, C 2 ^alkynyl, Ar, Het, or C l . 6 alkyl 
optionally substituted by OR 9 , SR 9 NR 9 2 . CO2R 9 , CONR 9 2 , 
N(C=NH)NH-, Het or Ar; 

R 17 = r72 = h> Ci-6alkyl, RlO, Rl0 e (O)., rJ0G(SK R 1 POG(6)- 
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r21 = R 26 = C5-6alfcyl; C2^alkenyl; C3.1 icycloalkyl; T-C3. 
6alkyl; V-Ci^alkyl; T-C2-6alkenyI; 
T- (CH2) n CH(T)(CH2) n ; optionally substituted by one or 
two halogens. SR 20 , OR 2( \nr20r27 or Ci^alkyi; 
5 r2X=r28^r28ogO; ■ 

R28 = Ci-6alkyl; C3- 1 icydoalkyl; Ar, Het; T-Ci^alkyl; 

T-(GH2) n CH(T)(CH2)n; optionally subsututed by one or 
two halogens, SR 2 Q; OR 20 , NR 20 R 7 3, ei-6alkyl; 

R20 = R 22 = R 23 - r24 = r25 = R 73 = H , C M alkyl, Ar-Co- 
10 palkyl, Het-Go^alkyl; 



14 
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R29- 




(azTlcucinyl^; 2% 3-, or 4-pyridyl mcthyloxyeaj^ 
acc^l^lduanyK ph 
pyridyl acctyl-leuci^ 

0 benzyloxybenzpyl-; biphenyl atctyl, Ipha- isobutyl-biiihfenyl ac^yU <3>z- 

phcnylalaninyl, Cbz-noricucinyI- f Cbz-norvalinyl-, Cbz-gluiaihyl-, Gbz- 

•■ 15 
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epsilbh- (trbutyl estcr^ 

carbonyl, biphenyl acetyl, alpha- isobutyl-biphenyl acetyl, acetyl, benzoyl, 2- 
or 3- benzyloxy benzoyl, 4 phenoxy benzoyl , ^z-amirio 
pyridylmethyloxycarbonyl-amincttcid-; aryl CQ-Cgalkyloxy carbonyl-amino 

5 acid^ r 

carbonyl-amino acid-, heteroaryl C^Cgalkyloxy cairbonyl-amind ^id% Ci- 
Cgalkyloxy carbonyl-amino acid-; C j -Ctatkyl caibonyl, aryl Cp-Cgalkyl 
carbonyl, heteroaryl CQ-C^alkyl carbonyl, aryl Co-C^alkyl carbonyl, 
heteroaryl Gq-C^M carbonyl, Cj -Cgalkyl sulfonyl, aryl Co-Cgalkyl 
10 sulfonyl, hcteroa^lCo-Cgalky 1 sulfonyl, aryl C(yC$dlkyl sulfonyl, 

heteroaryl Cp-Cgalkyl sulfonyl; 



R 30 = , Hf G 1 - 6 a%l; 
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Gbz-lcucinyl-; 2-, 3% or 4-pyridyl mcthyloxycarhonyMeucinyl-; 4-imidazole 

acetyMeueinyK phe^ 

pyridylarc^ 

10 benzyloxybenzoyl-, bipheriyl acetyl, alpha- isobutyl-biphenyl acetyl; Gbz- 

phenylalaninyl, Cbz-norleucinyl-, Cbz-norvalinyK Cbz-glutamyJ- f Cbz- 
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epsilon- (t-butyl ester)~glutamyl; acetyl-leucinyl-, 6- or 8- quinoline 
carbonyl, bipheny 1 acetyl, alpha- isobutyl-biphenyl acetyl, acetyl; benzoyl, 2- 
or 3- benzyloxy benzoyl, 4-phenoxy benzoyl-, Cbz-aihro acid-; 2-,3-, or 4- 
pyridylmethyloxycartwnyi-aminoacid-; aryl GQ-CgalkyJoxy carbony I-amino 
acid-, heteroaryl G^-Cgalkyioxy carbony 1-amino acid-,aryl yQ^^aJk^^ 
carbony 1-amino acid-, heteroaryl CQ-Cgalfcyloxy carbony i-amino acid-, 
Cj-Cgalkyloxy carbonyi-amino acid-; Cj-Cgalkyl carbonyl, aryl Go-Cgalkyl 
caitonyl.het^ 

heteroaryl Co-Cgalkyl carbony^ Ci-Cgalkyl sulfonyl, aryl CQ-C^alkyi 
stdfdnyl, heteroaryl C^galkyl sulfonyl, aryl Q^Cgalkyl sulfonyl, 
heterc^l Co-Csalkyl sulfonyl; 

heteroaiyl substituted Co-6alkyl,4-imidazole methylene; 2-, 
3t, or 4-pyridylmethylneneoxy; 4-pyridyl methylene, 2- 
' • pyridyl sulfonyl, 4-pyridyi; aryl substituted 
; he*^^ 

R34-.H-G 1 - 6 alkyl; 
■ ; R35 = Ar, HetAr,- ' 

mm = Aryl; heteroaryl; pyridyl, isoquinohhyl; 
R37= C r6 alkyl, -CH 2 Ph, ^CHaCOiR 34 ; 
R 38 = Gbz; Gi-galkyl or aryl substituted 
Cbz; C i-6alkyl -CO; benzoyl; C i-galkyl or aryl 
substituted benzoyl; 
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Q)z-leucihyl-; 2^ 

acetyl-leucinyl-, phenyl acetyl-leucinyl, N t N-dimethyl-glycinyl leuciny!, 4- 
pyridyl acety Weucinyl, 2-pyridyl sulfohyl-leucinyl, 4-pyridyI carbonyt 
leucinyi, acetyl-leucinyl; benzoyl-leucinyl, 4-phenoxy-benzoyK 2- or 3- 
fenzylpxybchz^lT-, Gbz^ 
pheritf^ Cbz-glutamyl v Cbz-- 
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epsUoh- (t-b^ acetyl-lcucinyl-v 6* or 8- quinoline ; 

carbonyl, ^ biphcny I acetyl, alpha- isobutyl-biphenyl acetyl, acetyl, benzoyl, 2- 
or 3^:beazyloxy Benzoyl; 4-phenox^te 

pyridylmethyloxycarbonyl-aminoacid-; airy! Co^Cgalkyloxy caibony 1-amino 
acid-, heterbaiyl ^ acid-,aiyl CQ-Ggalkyloxy 

carbonyl-amino acid-.heteroaiyl Co-Cgalkyloxy carbonyl-aminp acid-, Cj- 
Cgaikyloxy caibonyl-amiho acid-; Cj^Cgalkyl carbonyl, aryl Co^alkyl 
carbonyl, heteroaryl CQ-Cgalkyl carbonyl, aiyl Co^galkyl carbonyl, ; 
heteroaryl QyCgalkyl carbonyl, Ci-C$alkyl sulfonyl, aryl C^j-Cgalkyl 
sulfpnyii heterp% sulfonyl, aryl CQ-C^sSkyl sulfonyl, 

heteroaryl Go-G^alkyl sulfonyl ; 

R 40 = HandC 1 - 6 alkyl; 
R 41 =HandC r6 alkyl; 

R 4 ? = G i -rgalkyl, aryl substituted C i -galkyl and hetero aryl 

substituted C^aUcyl,; H when R 43 is Chalky], aiyl substituted 
Ci-galkyl; and heteroaryl substituted Ci-galkyl; 

R 43 = Gi-galkyl, aryl substituted Cj-galkyl and hetero aryl 
substituted C i -tfalkyl,; H when R 42 is C j -galkyl, aryl substituted 
C|-£alkyl; and heteroaryl substituted Ci^alkyl; 

R« = R 46 = R 47 = R 48 = R 49 = R 50 = R 51 = h, Ci^alk^l; 

..Ar-Co^gallcyl, Het-Co_ 6 aikyl; ■ 
R52 - ^ Heti CH(R56)Ar, CH(R 5 %>Ar<*^ 
. '■: CH(R56)Nr46r57 ; 
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r5? ^C^.6^yiv A^^Jdky^ 

r53 and R45lmay be connected to form a pyrrolidine or 
piperidine ring; 
r54 = r57 = R47 R47c(0), R^C(S), r4 7 OC(0); 
S R55 = R56 = R 58 = R 59 _ H , C i^alkyl. Ar-Co^alkyl, 

• Het-eo-6alkyl; 

R 60 = R 61 = R 62 = R 63 = R 64 = H , d^alkyl. 

Ar-Co.6alkyl, or Het-C().6alkyl; 
R65 = Ci^alkyl, Ar, Het, CH(R69)Ar, CH(R69)OAr, N(R69)At. 
10 CH(R69)NR61r70 ; 

R 66 = R 69 = R 71 = H,Ci-6alkyI,(CH 2 )o.6-C3.6cycloalkyl, 
Ar-Co.galkyl. Het-Co_6alkyl; 

R 67 = C^alkyl, (CH 2 )o^-C3^cycloalkyl, Ar-Co^alkyl. 

Het-Co-6alkyl; R66 and R$7 may be combined to form 

15 a 3-7 membered monocyclic or 7-10^membeied bicyclic 

carbocyclic or heterocyclic ring, optionally substituted with 
1^ 

Ph-Co-6alkoxy t Het-Co^alkoxy, OH, (CH2)i-6NR 58 R 5 % 
0(CH 2 )i^NR 58 R 59 ; 

R62oC(0)NR59cH(R71)(CO); 
and pharmaceutical^ acceptable salts thereof. 

The compounds of Formula I are hydrazidyl, bis-hydrazidyl and bis- 
aminomethyl carbonyl compounds having in common key structural features 
25 required of protease substrates, most particularly cathepsin K substrates. These 
structural features endow the present compounds with the appropriate molecular 
shape necessary to fit into the enzymatic active site, to bind to such active site, 
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thereby blocking the site and inhibiting enzymatic biological activity. Referring to 
Formula 1/ such stnictural features include the centre 
peptidyl or peptidomimetic molecular backbone on either side of the central 
carbony 1, a te^ 

5 on the backbone on one or both sides of the carbonyl, and optionally, an isobutyl 
side chain extending from the backbone on one or both sides of the carbonyl. 

Abbreviations and symbols commonly u^^^ 
are used herein to describe the compounds of the present invention. In general, the 
amino acid abbreviations follow the IUPAC-IUB Joint Commission on Biochemical 
10 Nomenclature as described in Eur. J. Biochenu, 158, 9 (1984). The term "amino 
acid" as used herein refers to the D- or L- isomers of alanine, arginine, asparagine, 
aspartic acid, cysteine, glutamine, glutamic acid, glycine, histidine, isoleucine, 
leucine; lysine, meth^ 

tyrosine and valine. . 

15 "Ci^alkyl" as applied herein is meant to include substituted and 

unsubstituted methyl, ethyl, n-propyl, isopropyl, n-butyl, isobutyl and t-biitylV 
pentyl, n-pentyl, isopentyl, neopentyl and hexyl and the simple aliphatic isomers 
thereof. Any Ci-6alkyl group may be optionally substituted independently by one 
or two halogens, SR\ OR', N(R')2. C(0)N(R , )2» carbamyl or Ci^kyl, where is 

20 Ci-6alkyl. CQalkyl means that no alkyl group is present in the moiety. Thus, Ar- 
Coalkyl is equivalent to Ar. 

unsubstituted cyclopropane, cyclobutane, cyclopentane, cyclohexane, cycldheptane, 
cyclooctane, cyclononane, cyclodecane, cycloundecane. 
25 "C2-6 alkenyl" as applied herein means an alkyl group of 2 to 6 carbons 

wherein a carbon-carbon single bond is replaced by a carbon-carbon double bond. 
C2-6alkenyl includes ethylene, l-propene, 2-propene, 1-butene, 2-butene, isobutene 
and the several isomeric pentenes and hexenes: Both cis and trans isomers are 
included. 

30 M C2-6alkynyl" means an alkyl group of 2 to 6 carbons wherein one carbon- 

carbon single bond is replaced by a carbon-carbon triple bond. C2-6 alkynyl 
includes acetylene, I-propyne^^ 
simple isomers of pentyne and hexyne. 
"Halogen" means F, CI, Br, and I. 
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"Ar" or "aryl" means phenyl or naphthyl, optionally substituted by one or 
more of Ph-Co^alkyl, Het-CQ^alkyl, C^alkoxy, Ph-Co^alkoxy, 
Het-Co_6alkoxy f OH, (CH 2 )i^NR 58 R 5 9 0(CH 2 )i-6NR 58 R 5 9; where R58, R 59 is 
H, Ci^alkyl, Ar-C 0 . 6 alkyl; Het-Co^alkyK from CMalkyl, OR\ N(R*)2; SR', CF 3 , 
5 NO2. CN, C02R 1 , CON(R'), F t CI, Br and I. 

As used herein "Het" or "heterocyclic" represents a stable 5- to 7-membered 
monocyclic or a stable 7- to 10-membered bicyclic heterocyclic ring, which is either 
saturated or unsaturated, and which consists of carbon atoms and from one to three 
heteroatoms selected from the group consisting of N, O and S> and wherein the 

10 nitrogen and sulfur heteroatoms may optionally be oxidized; and the nitrogen 
heteroatom may optionally be quaternized, and including any bicyclic group in 
which any of the above-defined heterocyclic rings is fused to a benzene ring. The 
heterocyclic ring may be attached at any heteroatom or carbon atom which results in 
the creation of a stable structure, and may optionally be substituted with one or two 

15 1^ 

CON(R'), F, CI, Br and I, where R 1 is Ci-6alkyl. Examples of such heterocycles 
include piperidinyl, piperazinyl, 2^xopiperazinyi, 2^xbpiperidiriyl f 2- V 
oxopyrrolodinyl, 2-oxoazepinyl, azepinyl, pyrrolyl, 4-piperidonyl, pyrrolidinyl, 
pyrazolyl, pyrazolidinyl, imidazolyl, pyridyl, pyrazinyl, oxazolidinyl, oxazolinyl, 
20 oxazolyl, isoxazolyl, morpholinyl, thiazoli^ 

indolyl; quinolinyl, iscKjuinolinyl; benzimidazolyl, benzopyrahy 
ftiryl, pyranyl, teti^ydrofuiyl, teu^ 

thiamdrphoto^ bxadiazdlyl. 

"HetAr" or "heteroaryr means any heterocyclic moiety encompassed by the 
25 above definition of Het which is aromatic in character, e.g., pyridine: 

It will be appreciated that the heterocyclic ring, ^ ^ , includes thiazoles, 
oxazoles, triazoles, thiadiazoles, oxadiazoles, isoxazoles, isothiazols, imidazoles, 
pyrazines, pyridazines, pyrimidines, triazines and tetrazines which are available by 
routine chemical synthesis and are stable. Th^ 
30 stiehheieri^ so that the 

heterocycle is aromatic (e.g., it is a heteroaiyl group): The term heteroatom as 
applied herein refers to oxygen, nitrogen and sulfur. When the heteroaryl group 
comprises a five membered ring, W is preferably an electron withdrawing group, 
such as halogen, -CN. -CF 3 , -N0 2 , -COR? -C0 2 R 6 , -CONHRS >S0 2 NHR& - 
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^ similar electron 

" : withdrawing subslituent as known in the ait . 

Certain radical groups are abbreviated herein. t-Bu refers to the tertiary butyl 
radical; Boc refers to the t-butyloxycarbonyl radical, Fmoc refers to the 
5 ^ 

benzyloxycarbonyl radical. \ : 

; : Certain reagentsiare ^bl^^ herein. DGG refers to 
dicyclohexylcarbodiimide; DMAP is 2,6Kiimethylaminopyridine, EDC refeis to N- 

10 hydroxybenzotriazole, DMF refers to dimethyl formamide, BOP refers to 
b^ 

DMAP is dimethylaminopyridine, Lawesson's reagent is 2,4-bis(4-methoxyphenyl)- 
1 t 3-dithia-2,4-diphosphetane-2,4-disulfide, NMM is N-methylmorpholine, TFA 
refers to trifluoroacedc acid, TP AA refers to trifluoroace^ 
1 5 refers to tctrahydrofuran. Jones reagent is a solution of chromium trioxide, water, 
and sulfuric acid well-known in the art. 

Compounds of formula (I) are prepared according to the methods detailed in 
Schemes i -25. 
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'P ; ' O / 



••.•.iOK: 

A. 



.A 



a 



O R' 



A A^, N 
0 K (fV c ° !H 



o h' 



^ H ^CONHR 3 



O fl 1 



-s 



D = 





s 
a 



^rr-COzB 



O R 1 

A^A^/ 



^n—COaR 4 



a) 1-BupCpa, NMM, GH2N2. EtOAc, Et20; b) HBr. AcOH. EtOAc. EfeO; c) r-feNCSCOaEt, 
EtOH; d) NaOH. H2O. THF; e) i-BuOCOCI. NMM, NH2, THF or BOP. EbN, RNhfe, GHjGb; t) 
TFAA, pyridine, CHfeCfe; g) R 4 ^, Boc 2 0, Pyridine or rAdh, EOCI. CHaGIa h) piperidine, DMF; 
i) BOP, EtaiN. OrCOaH. CH2CI 2 



25 



WO 97/16177 



PCT/US96/17512 



Scheme 1 A 





A 



5 a) Mel, THF; b) R < NH 2 . «-P*OH; c) Bromomethyl ketone, EtOH 



Scheme 2 




a) /-BuOCOCl, NMM, NH 3 , THF; b) Lawesson s reagent, THF; c) BrCH 2 COC0 2 El, 
TFAA, Pyridine^ -^^^^^^^pi^E^^^-WXT. EtjN.DMFif) 
NaOH, H 2 0, THF 
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Schciro2A 




a) Boc-amino acid, EDC»HG1, 1-HOBT, DMF; b) TFA; c) r5()COC1, t-PrjNEt 
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Scheme 3 

•' f y R'-. : • . .. 




a) Boc 2 O t Et3N, THF; b) hydrazine hydrate, MeOH; c) EtOjCCOQ, Pyridine, 
5 OljCl^d) La^s^h's reagent, tp^ 
EDC'HCl/HOBt. EtjN, DMF 
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a) S0C1 2 , pyridine, Et 2 0, toluene; b) TFA, GHjCl,; c) DCOjH, EDOHCI/HOBT, 
5 EtaN, DMF; d) NH 3 , EtOH 



29 



WO 97/16177 



PCT/US96/17512 



• Scheme g 

O R 1 

1 •••• ■ .2'' • a 



±- ■ ;pj • R 2 ■ ; ■ ^ o "x ; V.v 

O R» 



o R 2 . n^n 
a) EDOHC1/HOBT, EtjN, DMF; b) H 2 NNH 2 «H 2 0, MeOH; c) CSC1 2 , Et 3 N, CHd } 



O R 1 




R O R 1 



•s 

: , v<-;:^-"*?: v \~ .• ■•:"a :■; 

a) H 2 NGS 2 NH4* EtOH; b) H 2 NGSNH 2 , EtOH 
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Scheme? 




a 



aJ EtgNO; b) H 2 NCH 2 CH(NH2)Cp2H 




10 • . • . 

a) i. i-BuOCOCl, NMM, THF; ii. CH 2 N 2 , Et 2 0; b) HBr, AcOH. Et 2 0;c) 
; H 2 NCSC0 2 Et, EtOH; d) r63nhNH 2 , EtOH; e) r65 C 0 2 H, EDCHC1. 1-HOBT. 
DMF. ' 
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Scheme 9 

LC0 2 H a , LCONH 2 ^ 

6(J = CO,S02) 

a) /-Bu6cpGl, N^, ^H3, THF; b) Lawesson s reagent, THF; c) i. 
Et02GCGk:H2Br, ii; TFAA, Py, CH 2 C1 2 ; d) H 2 NNH 2 »H 2 0, EtOH; e) R^sc^Cl. 
Py, CH 2 Ci 2 ; 0 R 65 G0 2 H, EDOHC1. 1-HOBT, DMF. 




:"'.: : >- Scheme 10 •:• 

R 16 • -..-v^V; :^ 6 :-, •" ' R 16 

R^ J< + Jsi a R^^^k^N^^COjB 



rW H R 16 O 

a) EDG'HCl; HOBT, DMF; b) H 2 NNH 2 «H 2 0, EtOH; c) R 1 4 -B-C0 2 H, 
EDOHCL, HOBT, DMF 
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Scheme l i 

o . -r •• h O h 

HjNHN NHNHj, jji N 

o 'h;V H ' ; .':0-'- 

a) EDC.HCI. 1-HOBT, DMF 



Scheme 1 2 



H 




4 S (F = COR 52 . SOgR^ 2 ) 

a) HgNNHg kgO. MeOH; b) ClgCO* PhMe; c) H 2 NNH 2 H 2 0. MeOH; d) R^CO^.EDCHCI; 
1-HOBT, pMFi^f^p^ or R^COCI. pyridine. DMF; f) R 52 C0 2 COR 52 ; g) R^CONR 51 !^ 
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" Scheme 12A : ^0<[k* 

/-* : 

„ ••. b .'■ - .■ N-N • • • c 

R^CONHNHg — » R^CONHNHe^R i'r^-* II ;W 0 ~ 



. h o , h = o v h ;;. 

R 2 V .N s JL. d,eo rf R 21 ^ Jl^ ^Ni. 

Y N NHNH 2 — -P- y v |sT ^N^ V X 

O k O H H 

•. R ' 

itRCHg^R 23 ) 5(X = COR 52 .Sp 2 R 52 ) 

a) i. PhCHO. EtOH; «: BH3THF; b) ClgCO. PhMe; c) HgNNHgHgO, MeOH; d) R 52 C0 2 
EDC HCI; 1 DMF; e) R^SOgCI or R 52 COCI. pyridine, DMF; f) R^COgCOR 52 



Scheme 13 



a) HBTU, NMM, DMF; b) Jones, acetone 

10 v :; '- ; ,-". : .v' >.-■■ ^S-'> •••■v\^:;-'l:: ; 'vS 



c y Scheme 14 




15 a) 



NMM, DMF; b) Jones, acetone 
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SgbfflCK-ii 




5 a) EDCI. HOBT, DMF; b) NMM, DMF, 3) Jones, acetone 



Scheme 16 




10 
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Scheme 17 




r 



5 a) NaN 3 , MeOH, H2O; b) TosyI chloride, triethylamine, CH2C12; c) 
Ellman dihydropyran resin (3), PPTS, a(CH 2 )?Cl; d) PhCH 2 NH2, toluene. 
80 degrees C; e) HATU, N^memyl morpholine, NMP; f) HS(CH2) 3 SH, 
MeOH, Et3N; g) Cbz-leucine (6), HBTU, N-mcthyl morpholine. NMP; h) 
TFA, CH2Q2' Me2S; i) Jones reagent, acetone 

10 



Scheme 18 




15 a) 4-pyndyl methyl amine, isopropanol, reflux; b) Cbz-leucine, HBTU, 
N-methyl morpholine. DMF; c) hydrazine, MeOH, reflux; d) 2- 
dibenzofuransulfonyl chloride, N-methyl morpholine, DMF; e) Jones 
reagent, acetone 
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Scheme 19 




5 



5 a) KOH, MeOH/H20; b) R^NHNH 2 . EtOH; c) EDC-HC1, 1-HOBT, DMF 



Scheme 2Q 

E ^ CC0CH ^-^ Hn-^co^ 




10. fi . . 

a) Thiourea, EtOH; b) i. NaN02, 16%: aqueous HBr; ii CuBr, 16% aqueous HBr; iii. 
HBr (cat.), EtOH; c) ArB(GH) 2 , P&PPhaH, CsF, DME; d) ArSnMe 3 , Pd<PPh3) 4 , 
PhMe; e) H2NNH2«H20, EtOH; e) R^S^H, EDOHC1, 1-HOBT, DMF. 
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: Sc he me 21 ■ 

RGOGI-l* RCONHR 64 ^* \ '^H^^-f^i^^^^. 




MeOH or L PhCONCS, CHCI3; K 2 CX>3. MeOH, H 2 6; d) EtO^CCOO^Br, 
EtOH; e) H 2 N^ 2 «H 2 Q. EtOH; e) R^O^H, EDOHCl, l-HOBT, DMF 



prf , Scheme 22 . 

:c . ^ ' ; ." ' co z Et • ; . ' n-n 



2 



V V P / H 



a) H 2 NNH2»H20, EtOH; b) LCq 2 C0 2 i-Bu, 200 °C; c) H 2 NNH 2 »H 2 0, EtOH; d) 
1^ R^cc^H, EDOHCl, l-HOBT, DMF 
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Scheme 23 




5 



5 a) TFA; b) F^OjH. EDOHC1, l-HOBT, DMF; c) I^sOjCI. i-Pr 2 NEl 
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Scheme 24 




5 a) EDCI. DMF; b) 2-PhCH 2 OPhS02Gl, NMM, DMF; c) TFA, DCM; d) 4-pyridyl 
acetic acid, HBTU, NMM, DMF; e) Jones 



Scheme 25 

10 • ■ 




a)HBTU, NMM; DMF; aliyl amine; b) mCPBA, DCM; c) MeNH 2 , isopropahql; 70 
C; d) Cbz-leucuie, EDGI, DMF; e) Jones; acetone 
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In another aspect, the present invention provides a novel cysteine protease in 
crystalline form, as defined by the positions in Tabic I herein. 

In still another aspect, the present invention provides a novel protease 
5 composition characterized by a three dimensional catalytic site formed by the atoms 
of the amino acid residues listed in Table XXIX herein. 

i The three dimensional (3D) structure of die instant protease reveals that 
human cathepsin K is highly horn other known cysteine proteinases of the 

papain family. Cathepsin-K folds into two subdomains separated by the active site 
10 cleft, a characteristic of the papain family of cysteine proteases. The overall fold of 
cathepsin K is very similar to that of papain and actinidin. There is an insertion of 
one additional residue in cathepsin K at residue alanine 79 compared to papain. This 
insertion is easily accommodated in the turn at the carboxy terminal end of the helix 
formed by residues methionine 68-lysine 77 of cathepsin K. There is a different 
15 conformation for the backbone atoms of residues asparagine 99 to lysine 103 at the 
surface of cathepsin K compared to that in papain. Other differences in the 
backtone cori^ 

insertion in lcwp residues 126- 127, a two residue insertion at reside 

the insertion of 4 residues at glutamine 172 and a difference in the cohfbrmatibh <if 
20 the loop around residue lysine 200. There are many more differe 

of human cathepsin K and human cathepsin B; however, the secondary structure is 

preserved well between these two enzymes. 

Listed in Figure 1 are the known amino acid sequences for the papain 

superfamiiy of cysteine proteases cathepsm K, cathepsin S, cathepsin L, papain, 
25 actinidin, cathepsin H and cathepsin B, Sighed to illi^trate the hbniblogies there 

between. 

According to the present invention the crystal structure of human 
cathepsin K has been determined in the absence of inhibitor and in complex with 
nine separate inhibitors at resolutions from 3.0 to 2.2 Angstroms The structures 
30 were determined using the method of n^ 

values ranging from 0. 190-0.267 with the exception of the enzyme in the absence of 
inhibitor which was not refined. 

Further refinement of the atomic coordinates will change the numbers in 
Table I. Refinement of the crystal structure from another crystal form will result in a 
35 new set of coordinates, determination of the crystal structure of another cysteine 
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protease will also result in different set of numbers for coordinates in Table I which 
has an experimental error of approximately 0.4 Angstroms. Also for example, the 
amino acid sequence of the cysteine proteases can be varied by mutation 
derivatization or by use of a different source of the protein. 
5 Human cathepsin K contains 2 1 5 amino acids and the model of the enzyme 

provided herein is represented by all 21 5 residues. 

The cathepsin K crystal structure reveals an active site that is heretofor 
unknown and comprises a distinct three dimensional arrangement of atoms. 

Table J discloses the protein coordinates of cathepsin K. These data arc 

10 reported for the crystal structures described herein. The data are reported in 

Angstroms with reference to an orthogonal coordinate system in standard format, 
illustrating the atom, i.e., nitrogen, oxygen, carbon, sulfur (at a, B, y, 5, or e, 
positions in the amino acid residues); the amino acid residue in which the atom is 
located with amino acid number, and the coordinates X, Y and Z in Angstroms (A) 

15 from the crystal structure. Note that each atom in the active site and the entire 
structure has an unique position in the crystal. The data also report the B or 
Temperature Factor values, which indicate the degree of thermal motion of the atom 
in root mean square displacement measurements (A 2 ). Figure 2 illustrates the 
cathepsin K structure of the invention, including the active site. 

20 The active site of cathepsin K bound to E-64 is shown in Figure 3. The 

conformation of E-64 bound to cathepsin K resembles that seen in the published 
structures of the papain-E-64 complex (Varughese, KX, Biochemistry 28, 1330- 

(1992)). The covalent bond between the sulfur of cysteine 25 and the carbon C2 of 
25 the inhibitor is very clear in the electron density. Differences in the sidechain atoms 
lining the active site pockets on the enzyme of the various members of the papain 
family of cysteine proteases give rise to different interactions between the atoms of 
E-64 and the protein in these structures. In cathepsin K, the isobutyl atoms of the 
leucine lie well buried in the hydrophobic pocket formed by the side chain atoms of 
30 the cathepsin K residues leucine 160, alanine 134 and methionine 68 shielding these 
atoms of E-64 from solvent In papain the leucyl side chain atoms of E-64 do not 
penetrate as deeply into this hydrophobic pocket. Another pocket of cathepsin K is 
occupied by the guanidiniuro atoms of hydrogen bond forms between N4 of 

E-64 and the backbone caibonyl oxygen of glutamate 59 and the OD2 oxygen of 
: ;'(35 ; -.. aspartate 61. The caitoxy late oxygen 
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with the N3 atom of E-64. The sidechain atoms of aspartate 61 lie at the entrance to 
this pocket in cathepsin K. These interactions arc not possible in papain because the 
corresponding residue in papain is tyrosine 61 which blocks access. The carboxylate 
oxygens of E-64 make hydrogen bonding interactions with the ND1 atom of 
5 histidine 162 and the NE2 atom of glutamine 19. These interactions arc also seen in 
papain and actinidin. The atoms of E-64 do not penetrate the complete region of the 
enzyme active site. As in papain, the backbone nitrogen atoms of residue glycine 66 
in cathepsin K makes a hydrogen bond with the carbonyl oxygen atom 04 of the 
E-64. Also, the carbonyl oxygen of glycine 66 of cathepsin K forms a hydrogen ■ 
16 bond with 1^ arc Very siimlar in 

conformation in cathepsin K, papain and actinindin. A comparison of the active site 
of cathepsin K and cathepsin B reveals many more differences than observed in 
comparing papain or actinidin to cathepsin K. A portion of the active site of 
cathepsin B differs significantly from the corresponding portion of the active site in 
1 5 cathepsin K. The presence of the loop glutamate 107 - proline 1 1 6 in human 

cathepsin B is presumed responsible for the dipeptidyl carboxypeptidase activity of 
this enzyme and has no equivalent in cathepsin K, papain or actinidin. This loop 
makes this region of the active site of cathepsin B much smaller than in the other 
members of this papain family of cysteine proteases including cathepsin K. Despite 
20 the differences between the acdve sites of human cathepsin B and cathepsin K 
active site cysteine residues are almost exacdy superb 
structurally homologous alpha carbon atoms in cathepsin B and cathepsin K. 
Differences in the hydrophobic pocket near leucine 160 in cathepsin K are also 
evident in cathepsin B. The residues forming this pocket are replaced by proline 78 
. --:25; in place of methionine 68 in cathepsin K and glutamate 243 in cathepsin B is 

structu^ Interestingly, the residues 

whose sidechain atoms form hydrogen bonds to the E-64 inhibitor in cathepsin K, 
namely histidine 162, glutamine 19 and aspartate 6i f have structurally homologous 
residues in cathepsin B, namely histidine 197, glutamine 
' ■; 30 ■■■ respectively. : : 

Specific interactions of certain inhibitors of the present invention at thje 
acUvesite of ^ 

2-he^ohein^ 

35 tryptophan 184 and the sidechain atom CG of glutamine 19. Oxygen 026 forms a 
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bifurcated hydrogen bond with the amide nitrogen of cysteine 25 and the NE2 atom 
of glutamine 1 9. The active site nucleophilic sulfur of residue cysteine 25 is 
covalently linked to carbon C25 of the inhibitor, which adopts a tetrahedral 
' conformation. ; 

5 Bis-(Cbz-leucinyl)- 1 3-diamino-propan-2-one exhibits the same interaction 

as 3 (S>3-I(N-benzyloxycarbonyl)-L-leucinyl]amino-5-methyl- 1 -( 1 -propoxy)-2- 
: hexanone; carbon C21 of this inhibitor is covalently linked to SG of cysteine 25. 
The isopropyl atoms CC34,C35,C36 and C37 of the inhibitor form hydi^hbbic 
interactions with the sidechain atoms of residues on the enzyme surface, which form 
10 a hydrophobic pocket This pocket is formed by atoms from methionine 68, 
leucine 209, alanine 163 and alanine 134 and portions of tyrosine 67. 

2,2'-N J^-bis-benzyloxycarbonyl-L-leucinylcarbohydrazide has interactions 
similar to bis-(Cbz-leucinyl)- 1 ,3-diamino-propan-2-one and, in addition, the atoms 
C23-29 of the inhibitor CBZ group make an edge-face stacking interaction with the 
15 phenol ring of tyrosine 67. Inhibitor atom C21 is covalently bound the enzyme. 
The sulfur atom of (lS)-N-[2-[(l-benzyloxyc*rb6ny 
methylbutyljthiazol^y 

contacts the ND 1 atom of histidine 1 63 and the indole ring of tryptophan 184. 

20 The CBZ atoms C20-26 of 2-[NK3-benzyloxybenzo^ 

bcnzyloxycarbonyl-L-leucinyl)]carbohydrazide interact with the sidechain atoms of 
leucine 160. Carbon C 19 is covalently attached to SG of cysteine 25. 

Cathepsin K hinds selectively one sterroisomer of 4-{^ v ^^^^^^^ : 
Kphenylmethoxy)car^ylJ^^ 
25 i pyrrolidinone; Girbbn C22 is covalently attached to SG of cysteine 25. Atoms C14 
and C15 of the inhibitor 4-[N-{(phenylmethoxy 
i [(phenyln^ 

with the sidechain atoms of glutamine 143 and asparagine 161 and the mainchain of 
alanine 137 and serine 138. 
30 4-IN-[(4-pyridylmethoxy)carbonyl]-L-leucylJ- 1 -{N- 

[(phraylmethpxy)cari>p^ in a similar manner 

to 4.[N-[(phenylmethoxy)carbonyl]-L-leucylJ- 1 -[N-[(phenylmethoxy)carbonyl]-L- 
leu^lj^-pyx^iidino^ Again one stereoisomer is bound. Carbon C17 is 
coy^^ 

35 [(phenylmethoxy)carbon^ is 
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thcsamc asfor4-[N-[(4-pyridyImethoxy^ ; " 

[(pheriylme^ except carbon G22 is 

coValendy attached to SG of cysteine 25. 
Atom 024 of 1^ 

5 phenyl-sulfonyl)-amino-propan-2^ne fonns a hydrogen bond interaction with the 
amide NH of glycine ^. Carbon G19 is covalenUy attached to SG of cysteine 25. 

In summary, all inhibitors exhibit an aromatic interaction with atoms of the 
indole of Tryptophan 184. Isopropyl aoim C12 
benzyjoxy^^ 

benzyloxycaitohyl-L-leucinyl)hydrazide make hydrophobic contacts with main 
chain atoms of residues glutamine 21, cysteine 22 and glycine 23. The NE2 atom of 
glutamine 19 is ablei to dontte a hydrogen bond to oxygen atom 2 t 2'-N,N , -bis- 
' " benzyloxybarbo^ l-N-(N-imidazoIe acetyl- 

15 leurinyl)-anuno^ 2-[N- 
(3-benzyidxybenzoyl))-24^ 

leucinyl)]carbohydra2ide:O20 f 4^[N-[(phenylmethoxy£^ 
[(phenyln^thoxy)cart)onyl]-L-leucyl].3-pyTO^ 

20 methyl-Hl-propoxy)^^ 
leucyl]-l-{N-[(phenylmeth^ 

(b^ 

Kphenylmetto^ 

25 pyrrolidinone:023. The backbone amide nitrogen of glycine 66 donates a hydrogen 
bond to 2£ # -N f hr-bis-benzyloxycart^ 
imidazole acetyl-leucmyl)-ammo-3^ 
^2H>ne;0^ 

leucinyl)]caibohydrazide:037 f 4-[N-[(phenylmethoxy)carbonyl3-L-leucyl]-l-[N- 
30 [(phenylmethoxy)carbonyl]-^ 

diamino-propan-2-one:039, (IS, 2*R)-N-2-[[( 1 rbenzy loxycarbbh^ 

methylbutyllthi 

methylpenanoylhydrari^^ 

(methyl)-L-leucyi)J-3-pyiTO 1 . The hydrophobic pocket lined with atoms 

35 ; : from re^ alanine 163 and alanine 134 and portions 



45 



WO 97/16177 



PCT/USW17512 



of tyrosine 67 interact with the isopropyl atoms; bis-(Cbz-leucinyl)-13^aioiiin(> 
pfOpan-2Tone;C34-37; 2£'?j^ 
• ( lS)-N-[2-[( 1^^ 

:C35-38, 2-(N«(3- 

35, 4^[N^(phenylmethoxy)c^ 
leucyl]-3-pyrTolidinone:G35-38, 4-[N-[(4-pyridylraet^ 

acetyl-leucinyl)-aminoO-N-(4^ 
10 29. All inhibitors except 3(S^^ 

methyl- 1 -( lrpropoxy^hexanpne land 4-[N-l(pheny Imethoxy )carbpriyl]-Heucyl]- 

tyrosine 67 on the protein. All inhibitors are covaleritly linked to the cysteine 25 SG 

atom through an inhibitor carbon atom. 
15 The crystal structure of the protease of the present invention reveals the three 

dimensional structure of novel active site formed by the atoms of the amino acid 

residues listed in Table XXDC. 

This structure is clearly useful in the structure-based design of protease 

inhibitors, which may be used as therapeutic agents against diseases in which 
20 inhibition of bone resorption is indicated. The discovery of the novel cathepsin K 

catalytic site permits the design of potent, highly selective protease inhibitors; 

Another aspect of this invention involves a method for identifying inhibitors 

of cathepsin K characterized by the crystal structure and novel active site described 

herein, and the inhibitors themselves. The novel protease crystal structure of the 
25 invention permits the identification of inhibitors of protease activity. Such inhibitors 

may bind to all or a portion of the active site of cathepsin K; or even be competitive 

or non-competitive inhibitors. Once identified and screened for biological activity, 

these inhibitors may be used therapeutically or prophylactically to block protease 

activity. 

30 } design approach is to probe the cathepsin K of the invention with 

molecules composed of a variety of different chemical entities to determine optimal 
sites for interaction between candidate cathepsin K inhibitors and the enzyme. For 
example, high resolution X-ray diffracuon data collected from crystals saturated 
with solvent allows the determination of where each type of solvent molecule sticks. 
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Small molecules that bind tightly to those sites can then be designed and 
s)^th&^^ 

This invention also enables the development of compounds that can 
isomeric 
5 or Qthdr 

analysis of structural changes in cathepsin K during its interaction with other 
molecules is permitted. The reaction intermediates of cathepsin K can also be 
deduced from the reaction product in co-complex with cathepsin K. Such 
information is useful to design improved analogues of known cysteine protease 
10 inhibitors or to design novel classes of inhibitors based on the reaction intermediates 
of the cathepsin K enzyme and cathepsin K inhibitor co-complex. This provides a 
novel route for designing cathepsin K inhibitors with both high specificity and 
stability. 

Another approach made possible by this invention, is to screen 
15 computationally small molecule data bases for chemical entities or compounds that 
can bind in whole, or in part, to the cathepsin K enzyme. In this screening, the 
quality of fit of such entities or compounds to the binding she may be judged either 
by shape complementarity [R. L. DesJarlais et al. t J. Med. Chem 3 1 :722-729 
(1988)] or by estimated interaction energy [E CMerig et al, J. Como. Chem 
20 12:505-524(1992)]. 

Because cathepsin K may crystallize in more than one crystal form, the 
structure coordinates of cathepsin or portions thereof, as provided by this 
invention are particularly useful to solve the structure of those other crystal forms of 
cathepsin K They may also be used to ^ 
25 cathepsin K co-complexes, or of the crystalline form of any other protein with 

significant amino acid sequence homology to any functional domain of cathepsin K. 

One method that may be employed for this purpose is molecular 
replacement. In this method, the unknown crystal structure, whether it is another 
costal form of cathepsin K, a cathepsin K mutant, or a cathepsin K co-complex, or 

any functional domain of cathepsin K; may be determ^ K 
structure cooniin^ 

provide an accurate structural form for the unknown crystal more quickly and 
efficiently than attempting to determine such information ab initio. 
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Thus, the cathepsin K structure provided herein permits the screening of 
known molecules and/or the designing of new molecules which bind to the protease 
smictiire v particularly at the acdvesite/via the use of computerized evaluation 
systems: For example, computer modeling systems are available in which the 
5 sequence of the protease, and the protease structure (i.e., atomic coordinates of 
cathepsin K and/or the atomic coordinate of the active site cavity, bond angles, 
dihedral angles, distances between atoms in the active site region, etc. as provided 
by Table I may be input Thus, a machine readable medium may be encoded with 
data representing the coordinates of Table I in this process, the computer then 
10 generates structural details of the site into which a test compound should bind, 
thereby enabling the determination of the complementary structural details of said 
v. test compound. ;. . 

More particularly, the design of compounds that bind to or inhibit cathepsin 
K according to this invention generaUy involves cx>nside f^tore ; First, 

15 the compound must 

cathepsin K Non-covalent molecular interactions important in the association of 
cathepsin K with its substrate include hydrogen bonding, van der Waals and 
hydrophobic interactions. 

Second, the compound must be able to assume a conformation that allows it 
20 to associate with cathepsin K. Although certain portions of the compound will not 
directly participate in this association with cathepsin K, thb^porti^^^ 
influence the overall conformation of the molecule. This, in turn, may have a 
significant impact on potency. Such conformational requirements include the 
overall three-dimensional structure and orientation of t^^^^ or 
25 compound in relation to all or a portion of the binding site, e.g., active site or 

accessory binding site of cathepsin K, or the spacing between functional groups of a 
compound comprising several chemical entities that directly interact with cathepsin 
- K. . . 

The potential inhibitory or binding effect of a chemical compound with 
$Q cathepsin K may be estimated prior to its actual synthesis and testing by the use of 
computer modeling techniques. If the theoretical structure of the given compound 
suggests insufficient interaction and association between it and cathepsin K, 
synthesis and testing of the compound is obviated. However, if computer modeling 
indicates a strong interaction, the molecule may then be synthesized and tested for 
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its ability to bind to cathcpsin Kin a suitable assay. In this manner, synthesis of 
inoperative compounds may be avoided. 

An inhibitory or other binding compound of cathepsin K may be 
computationally evaluated and designed by means of a series of steps in which 
5 chiamical entities or fragments are screened and sclented for their ability to associate 
with the individual binding pockets or other areas of cathepsin K. 

One skilled in the ait may use one of several methods to screen cheniical 
entities or fragments for their ability to associate with cathepsin K ami nibre 
particularly with the individual binding pockets of the cathepsin K active site or 
10 accessory binding site. This process may begin by visual inspecuon of,; forex^l<| 
• the active site on the computer screen based on the cathepsin K cooriU^ 
I Selected fragments or chemical entities may then be position cathepsin K. 
: Docking may be accomplished using software such as Quanta and Sybyl, followed 
by energy minimization and molecular dynamics with standard molecular mechanics 
15 forcefields, such as CHARMM and AMBER. 

Specialized computer programs may also assist in the process of selecting 
fragments or chemical entities. These include: 

• GRID [P. J. Goodford, "A Computational Procedure for Determiiiihg 
Energetically Favorable Binding Sites on Biologically Imponant Macromolecules" 

20 J, Med, Chgm,. 25:849-857 (1985)]. GRID is available from Oxford University^ 
Oxford, UK. 

• MCSS [A. Miranker and M. Karplus, "Functionality Maps of Binding 
Sites: A Multiple Copy Simultaneous Search Method". Proteins: Structure: Function 

25 Burlington, MA. 

• AUTODOCK [D. S. Goodsell and A. J.Olsen, "Automated Dbcking 
of Substrates to Proteins by Simulated Annealing", ProteihsrS^ 

Md Genetics, & 1 95-202 ( 1 990)] . AUTODOGKis aviiilable fromScripps Research 
Institute, La Jolla, CA. 

?° # ^ 

Ligand Interactions", h Mol, Biol„ i£l:269-288 (1982)]. DOCK is available from 

University of California, San Francisco, GA. 

Additional commercially available computer databases for small molecular 

compounds Mudes Cambridge Strac^ 
35 for a review see Rusinko, A., Chim. Des. Auto. News 8, 4447 (1993) 
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Once suitable chemical entities or fragments have been selected, they can be 
assembled into a single compound or inhibitor. Assembly may be jprobeeded by 
; visual inspection of the rel^ fragments to each other on the three- 

dimensional image displayed on a computer screen in relation to the structure 
5 coordinates of cathepsin K. This would be followed by manual model building 
using software such as Quanta or Sybyl. 

Useful programs to aid one of skill in the an in connecting the individual 
chemical entities or fragments include: 

• CAVEAT {P. A Baitlett et al, "CAVEAT: A Program to Facilitate 
10 Design of Biologically Active Molecules", in Molecular 

Recognition in Chemical and Biological Prr*l f m^s^ p^oir^ Soc 

78, pp. 182-196(1989)J. CAVEAT is available from the University of California, 
Berkeley, CA. 

• 3D Database systems such as MACCS-3D (MDL Information 

15 Systems, San Leandro, CA). This area is reviewed in Y: C. Martin, "3D Database 
Searching in Drug Design - J; Med. Chem.. (1992). 

HOOK (available from Molecular Simulations, Burlington, MA). 
Instead of proceeding to build a cathepsin K inhibitor in a step-wise fashion 
one fragment of chemical entity at a time as described above, inhibitory or other type 
20 of binding compounds may be designed as a whole or "de novo" using either an 
empty active site or optionally including some portidn(s) of a known inhibitors). 
These methods include: 

• LUDI [H.-J. Bohm, "The Computer ftojgram LUIM Methocl 
for the De Novo Design of Enzyme Inhibitors", J- Goihp.Aid. Mblec Design; 6:6 1 ^ 

25 78 (1992)]. LUDI is available from Biosym Technologies, San Diego, CA. 
LEGEND [Y.NisWb^ 
LEGEND is available from Molecular Simulations, Burlington, MA. 

• LeapFrog (available from Tripos Associates, St. Louis, MO). 
Other molecular modeling techniques may also be employed in accordance 

30 with this invention. See, e.g., N. C Cohen et al, "Molecular Meddling Software and 
Methods for Medicinal Chemistry". L MeriiChemL 22:883-8^4 (1990) See also, 
Mv A. Navia and M. A. Miircko, "the Use of Structural Information in Drug 
Design". Current Opinions in Structural Biology 2:2Q?.?innQ<m Fnr .v^piP 
where the structures o^^^^ a model of the test compound 

3? ™X ^ of the structure of the invention. Numerous 
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methods and techniques are known in the art for performing this step, any of which 
may be used. See, e.g., P.S. Fanner, Drug Design, Aliens, E.J., ed., Vol. 10, pp 1 19- 
143 (Academic Press, New York, 1980); US. Patent No. 5,331,573; U.S; Patent No 
5^00,807; C Veriinde; SioiC^ 
5 252:1078-1082 (1992). The model building techniques ind computer evaluation 
•v- systems described herein are not a limitation on the present invention; 

Thus; using these computer evaluation systems, a large number of 
compounds may be quickly and easily examined and expensive and lengthy 
bibchemic^ testing 
10 compounds is effectively eliminated. 

Once identified by the modeling techniques, the protease inhibitor may be 
tested for bioactivity using standard techniques. For example, structure of the 
invention may be used in binding assays using conventional formats to screen 
inhibitors. Suitable assays for use herein include, but arc not limited to, the enzyme- 
jis Uifc^i See; jfor 

y example, the cathepsin K activity assay of Example 5 below. Other assay formats 
may be usecl; these assay formats arc not a limitation on the present invention. 

In another aspect, the protease structure of the invention permit the design 
and identification of synthetic compounds and/or other molecules which have a 
20 shape complimentary to the conformation of the protease active site of the invention. 
Using known computer systems; the coordinates of the protease structure of the 
invention may be provided in machine readable form, the test compounds designed 
and/or screened and their confonnauons superimposed on the structure of the 
protease of the invention. Subsequently, suitable candidates identified as above may 
25 be screened for the desired protease m^ 
Onceidentifi^ 

used therapeutically or prophylactically to block cathepsin K activity. 

The following examples illustrate various aspects of this invention. These 
examples do not limit the scope of this invention which is defined by the appended 
^ claims. 



EXAMPLE 1: Analysis of the Structure of Cathepsin K 

A Expression, Purification and Crystallization 

Cathepsin K (see Fig- 1 ) was expressed and purified as described in 
35 Bossard, M. J., etal.,/ BioLChem. 271, 12517-12524(1996). 
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Crystals of cathepsin K were grown by vapor diffusion in hanging drops 
from^ 

0.iM l^SO^ Cry stals of the complex arc tetragonal, space group P4^^ 
cell constants of a=57.7 Angstroms and c=131.1 Angstroms. The crystals contain 
5 one molecule in the asymmetric unit and contain 36 % solvent with a V m value of 
2.3 AVDalton. The structure was determined by molecular replacement using 
X-PLOR [Brunger, AT., et al.. Science, 235, 458-460 (1987)]. The starting model 
consisted of the protein atoms from the cathepsin K E-64 complex structure ^ 
.:. described herein. 
•. 10 Model Building and Refinement 

Using the three-dimensional electron density map obtained from ;• ; 
above, the polypeptide chain of the cathepsin K can be traced without ambiguity. 
All 215 residues with side chains were built using the 3-D computer graphics 
program FRODO [Jones, T.A., / AppL CrystaUogr., 11, 268-272 (1978)1. Each of 

15 these 215 amino acids residues was manually positioned in its electron density, 

allowing for a unique position for each atom in cathepsin K in which each position is 
defined by a unique set of atomic coordinates (X,YJZ) as shown in Table I. Starting 
with these atomic coordinates, a diffraction pattern was calculated and compared to 
the experimental da t a. The difference between the calculated and experimentally 

20 determined diffraction patterns was monitored by the value of Rc . The refinement 
(using X-PLOR) of the structural model necessitates adjustments of atomic positions 
to minimize the R-factor, where a value of below 20% is typical for a good quality 
protein structure and a value of higher than 25% usually indicates the need of further 
refinement. 

. . EXAMPLE 2: Assays 

Determination of cathepsin K proteolytic catalytic activity 

All assays for cathepsin K were carried out with human recombinant 
enzyme: Standard assay conditions for the determination of kinetic constants used a 
30 fluprogenic peptide substira^ 
100 raM Na acetate at pH 5.5 c 

substrate solutions were prepared at concentrations of 10 or 20 mM in DMSO with 
20 uM final substrate concentration in the assay s. All assays contained 1 0% DMS Q. 
Independent experiments found that this level of DMSO had no effect on enzyme 
35 activity or kinetic constants. All assays were conducted at ambient temperature. 
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Product fluorcscen^^ 

with a Peitcpuyc Biosysteim Cytpfl II Ouorcscient plate rc^r. Product progress 
curves were generated over 20 to 30 minutes following formation of AMC product 

5 Inhibition studies 

Potential inhibitors were evaluated using the progress curve method: Assays 
were carried out in the presence of variable concentrations of test compound 
Reactions were initiated by Edition of enzyme to bu^ 
substrate. Data analysis was conducted according to one of two procedures 
10 depending on the appeara^ of inhibitors: 

For those compounds whose progress curves were linear/^arerit inhibition 
constants (Ki t app) were calculated according to equation 1 (Brandt etaL, 
Biochemistry, 198?, 2S, 140): 

15 v = VmA/tKaU + VKi, app)+A] 

\ (1) 

where v is the vd^ 
concentration of substrate 
20 of inhibitor. 

For those compounds whose progress curves showed downward curvature 
characteristic of time-dependent inhibition, the data from individu^ se 
analyzed to give *^ 

25 [AMC] = v& f %(V0 • Y&tU e^(^M^^ 

where lAi^^^ 
reaction Velc^ity^ 

30 analyzed as a linear function of inhibitor concentration to generate an apparent 
second order ^ c 

the time-dependent inhibition; A complete discussion 6f this kinetic treatment has 

beenifM^ 

61,201). ; 
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This assay measures ^ 
the art would consider any compound exhibiting a Kj value of less than 50 
micromolar to be a potential lead compound for further research: Pteferably, the 
c»mp(^<k used in the method of the present invention have a Kj value of less than 
5 1 micromolar. Most preferably;; said compounds have a Kj value of less than 100 
nanomolar. 
Human Osteoclast Resorption Assay 

Aliquots of osteoclastoma-derivcd cell suspensions were removed from 
liquid nitrogen storage, wanned rapidly at 37°C and washed xl in RPMI-1640 
1^ m^ (1000 rpm, 5 rnin at 4°C). The medium was aspirated and 

replaced with murine anti-HLA-DR antibody, diluted 1:3 in RPMI-1640 medium, 
and incubated for 30 min on ice The cell suspension was mixed frequently. 

The ceils were washed x2 with cold RPMI-1640 by centrifugation (1000 
rpm, 5 min at 4°C) and then transferred to a sterile 15 mL centrifuge tube. The 
15 number of mononuclear cells were enumerated in an improved Neubauer counting 
\: :V /v.chamber... ^ 

Sufficient magnetic beads (5 / mononuclear c^ll), coated with g^ 
were removed from their stock bottle and placed into 5 mL of fresh medium (this 
washes away the toxfc azi^ 
20 immobilizing the beads on a magnet and is replaced with fresh medium. 

The beads were mixed w^ ahd tie su^ for 30 

min on ice. The suspension was mixed frequently. The bead-coated cells were 
immobilized on a magnet and the remaining cells (osteoclast-rich fraction) were 
decanted into a sterile 50 mL centrifuge tube. Fresh medium was added to the bead- 
25 coated cells to dislodge any trapped osteoclasts. This wash process was repeated 
xlO. The bead-coated cells were discarded. 

The osteoclasts were enumerated in a counting chamber, using a large-bore 
disposable plastic Pasteur pipette to charge the chamber with the sample. The cells 
were pelleted by centrifugation and the density of osteoclasts adjusted to 
30 1 .5x1 0*/mL in EMEM Mji^ 10% fetal calf serum and 

1 .7g/liter of sodium bicaibonate, 3 mL 
treatment) were decanted into 15 ^ 
cerimfugation. To each tube 3 mL of the appro 
to 50 uM in the EMEM medium). Also included were 
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positive control (87MEM1 diluted to 100 ug/mL) and an isotype control (IgG2a 
diluted to 100 ug/mL). The tubw weire incubate at 37°C for 30 min 

0.5 mL aliquots of the cells were seeded onto sterile dentine slices in a 43- 
well plate and incubated at 37°C for 2 h. Each treatment was screened in 
5 quadruplicate. Hie slices were washed in six changes of warm PBS (10 mL / well ir 
a 6-weU plate) and tfc 

for 48 h. The slices were then washed in phosphate buffered saline and fixed in 2% 
glutaraldehyde (in 0^M sodium cacodylate) for 5 min., following which they were 
gashed in water and incubated in buffer for 5 min at 37°C. The slices were then 
id washed in cold water ^ incubated in cold at^ate buffer / fast red garnet for 5 min 
at 4°C Excess buffer was aspirated, and the slices were air dried following a wash 
• • in water. 

The TRAP positive osteoclasts were enumerated by bright-field microscopy 
and were then removed from the surface of the dentine by sonication. Pit volumes 
15 were determined using the Nikon/Lasertec DLM21W cbnfocal ihicroscope. 

EXAMPLE 3: Method of Detecting Inhibits 

The three dimensional atomic structure can be readily used as a template for 
selecting potent inhibitors. Various computer programs and databases are available 
20 for the purpose. A good inhibitor should at least have excellent steric and 

electrostatic complementarity to the target, a fair amount of hydrophobic surface 
buried and sufficient conformational rigi^ 
The approach usually comprises several steps: 

1) Define a region to target, the active site cavity of cathepsin K can be 
25 selected, but any place that is essential to the protease activity could become a 

potential target. Since the crystal stiructure W^ 
chemical properties of the target region is known. 

2) Docking a small molecule onto the target Many methods can be 
used to archive this. Computer databases of three-dimensional structures arc 

30 availably for serening millions of small molecular compounds, A negative image 
of these compounds can be calculated and used to match the shape of the target 
cavity. The profiles of hydrogen bond donor-acceptor and lipophilic points of these 
compounds can also be used to compleme^ skilled in 

the art would be able to identify many srn^l mo 
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3) Unking and extending recognition fragments. Using the hits 
identified by above procedure, one can incorporate different functional groups o^i 
small molecules into a single, larger molecule. The resulting molecule is likely to be 
more potent and faye higher specificity: It is dso pb^ible to try to improve the 
5 "seed" inhibitor by adding more atoms or fragments that will interact with the target ; 
protein. The originally defined tirget region can be readily expanded to allow 
further necessary extension. 

A limited number of promising compounds can be selected through the 
process. They can then be synthesized and assayed for their inhibitory properties. 
10 The success rate can sometimes be as high as 20%, and it may still be higher with 
the rapid progresses in computing methods. 

a. Boaai^ " 

Compound 1. Preparation of 44N-rrphenvlmrthn 
Kphchvlmethoxvlcarbonv^^ 

2° ?) 3-hydroxy^[N-[(phenylmethoxy )carbonyl]-L-leucyl]- 1 - 
pyrrolidinecarboxylic acid 1,1 dimethylethyl ester 
To a solut^n of 

dimethylethyl ester (202 mg, 1. 14 mmol) in CH 2 a 2 (5 mL) was added CBZ-leucine 
(302.9mg, 1.14 mmol), HOBT (154 mg, 1.14 mmol) and EDC (262.2 mg, 1.37 
25 mmol). The reaction was allowed to stir until complete by TLC analysis whereupon 
it was diluted with EtOAc and washed sequentially with pH 4 buffer, sat. K2CO3, 
water and brine. The organic layer was dried (MgSC>4), filtered and concentrated 
Ckl^ 

UUe compound; MS (ES+) 450.3 (MH+), 472.2 (M+Na). 

30 

hydrochloride 

To a soludon of the ca^^ mg, 0.69 mmol) in dry EtOAc (5.0 mL) 

^was bubbled HG1 gas for approximately 5 minutes: the ^ reaction w^ stirred until 
35 TLG analysis indicated the comp 
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relation was then contemra^ed in vacuo to & compound: MS; 

c) 4-[N-[(phenyimettoxy)carbra 

To a solution of the amine hydrochloride from the previous step (249 mg, 
0.64 mmol) in CH2CI2 (10 mL) was added CBZ-leucine (170.4 mg, 0.64 mmol), 
HOBT (86.5 mg, 0.64 mmol), NMM (300 uL) and EDC (147.2 mg, 0.77 mmol). 
the reaction was allowed to stir at room temperature for 2 hours whereupon it was 
10 diluted with ethyl acetate and worked up as described previously. Column 
cartography of the residue (3: lEtOAcrhexanes) gave 104 mg of the title 
compound: MS (ES+) 597.1 (MH+), 619.1 (M+Na). 

d) 4-[N-[(phenylmeth^ 
1$ ((phenylmejthoxy)carto^ 

To a 0°C solution of the alcohol (100 mg, 0.1 7 mmol) in acetone (5 .OmL) 
was added Jone s reagent dropwise until the brown color persisted. The reaction was 
allowed to warm to room temperature arid stined approximately 48 hours whereupon 
it was quenched with isopropanol, diluted with EtOAc and washed sequentially with 

20 sfaL K2Cp3, water and brme. The orgamc layer was to 

; concentrated. Column chromato^ 

^^^^^ ^ tide compound: MS (ES+) 595.1 (MH+), 617.0 (M+Na). 

Compound 2. Preparation of 4-rN4(phenvlmethoxvV^rbonvl VL-leucvll-i -NfN- 
25 (mcthYlVL^gYl)V3-PYrrplidinong 

a) 4-{N-f(phenylmethoxy)carbonylj4,-le^ 
(methyl)-L-leucyl]-3-pyrrolidinoI : 

To a soiution of 3-hydroxy^[N-[(phenylmethoxy)car^ 

HOBT( 122.5 mg, 0 91 mmol), EDC (208.6 mg, 1 .08 mmol) and N-methyl 
m^ 

until to^ 

35 re^ 
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b) 4-IN-Kphehyln*thox^^ 
(methyl)-L-le»K^I]-3-pyiroUdin6rie 

To a -78°C solution of oxalyl chloride (0. 11 mL, 1.23 rnmol) in CH2CI2 was 
5 added DMSO (0.17 mL, 2.46 mmol) dropwise. The reaction was allowed to stir at - 
78°C for 20 minutes whereupon a solution of the alcohol (474 mg, 0.82 mmol) in 
CH2CI2 was added dropwise. The reaction was stined at -78°C for 30 minutes 
whereupon triemylamine (0.57 mL) was added in a single portion and allowed to 
warm to room temperature. Workup and column chromatography (2: 1 hexanes:ethyl 
10 acetate) gave 247 mg of the tide compound: MS (ES+) 475, 575 (M+H), 597 

/V; ,(M+Na).; ; 

c) 4-[N-[(phenylmemoxy)carbonyl]-L-leucyl]rl-NtNKmethyl)-L-leucyl)]-3- 
pyrrohdinone hydrochloride 

■ I s ; > To a room temperature solution EtOAc/HC:i was added the carbamate, the! 
reaction was stirred until complete by TLC analysis. Cohcentratibri gave the title 
compound: MS (ES+) 475 (M+H, 10Q96). 

Compopnd 3. Preparation of 4-fN>ff4-nvridvimethoxv>cai h onvn-i.-i«icvn.i.f| <t. 
20 Kphcnvlmethoxv^ 

a) 3-hydroxy^rN-[(4-pyridylmetlioxy)carbonyl]-L-leucylJ-l- 
pynolidinecarboxylic acid l.ldimethylethyl ester 

3rhydroxy^aiiuno-l-pyrToUdmecarboxyUc acid, l.lslimethylethyl ester 
25 was coupled with iso-nicoiinoy!oxycarbonyl leucine in a similar manner as that 
described above to give 8:5 grams of the tide compound: MS (ES+) 451 (MH+, 
: . 100*). . ; 

b) 3-hydroxy^[N-[(4-pyridylniefooxy)c 
30 hydrochloride .V 

The carbamate from the previous step was deprotected with EtOAc/HCl to give 8.4 
grams of the tide compound after concentration: MS (ES+)35 1 (MH+, 100%). 

c) 4^[N-[(4-pyridylmemoxy)carbonylJ-L-leucyll-l-[N- 
35 [(phenylmethoxy)carbonyl]-L-leucyl]-3-pynolidinol 
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To a solution of CBZ leucinal (155 mg) in CH2CI2 was added triethylamine 
(0.09 mL) and the amine hydrochloride (200 mg, 0.52 mniol) from the previous step. 
: The reaction was stined k 

the solvent was removed in vacuo. The mixture was redissolved in CH2CI2 and 
5 sodium tria^toxyborohydride was added. The reaction was stirred at room 
temperature for 4 hours. Workup and column chromatography (5% 
methanol/chloroform) gave 200.5 mg of the title compound: MS(ES+) 583 (MH+, 

; ' 100%):' •;. ■ ' 

10- d) 4-{N-[(4^ridylmethoxy>:arbonyl]-L-leucyl]-l-(N- 
[(phenylmethoxy)carbonylJ-L-leucyl]-3-pyirohdinone 

To a DMSQ (2 mL) solution of the alcohol (50 mg, 0.09 mmol) from the previous 
step was added triethylamine (0.07 mL, 0.52 mmol) and pyridine/sulfur trioxide 
complex (41 mg, 0.26 mmol). The reaction was maintained at room temperature 
15 until complete by TLC analysis. Workup and chromatography (5% 

methanol/chloroform) gave 37 mg of the title compound: MS (ES+) 582 (MH+, 
100%). '! 

Compound 4, Preparation Of ttS)-3-f(N-hen7vloxvc a rhnnvlW -leucinvllaminn-l- 
20 (UonmoxvV^mrthvUI-h,.^^ 

(3S)-3^-ben^loxycart!on^ 
hexanone (150 mg, 6.37 mmol) was dissolved in 1-propanol (2.5 ml), then rhodium 
acetate (2 mg) was added and the reaction was stirred at RT for 2h. The reaction 
^ ¥^ turc was chromatograpbed (silica gel, 20%\EtOAc/hexanes) to yield the title 
;coinpound as a white solid (59 mg, 37%). MS(ES) M+H*=435, M+ NH4*= 452. 
2M+IT=869.6. 

ComPQUnd 5- Preparation Of his-fChr.fcnHnv lll 3^i a minn-p roDa n-2-nne 

30 Cbz-leucine (500 mg, 1.88 mmol), EDCI (558 mg, 1.88 mmol) was 

dissolved in DMF (4.0 ml) with l,3-diamino-propan-2-ol (85 mg, 0.94 mmol) and 
Hunig's base (0.3 ml, 1.88 mmol) and was stared at RT overnight. The reaction was 
diluted with EtOAc (20 ml) and was extracted with water (2 x 20 ml). The 
combined organics were dried with magnesium sulfate, filtered, concentrated in 

£ y acuo - J 1 * intermediate was then dissolved in acetone (4.0 ml) and Jones reagent 
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(2.0 ml, 1.5 M) was added drop wise and the reaction was stirred at RT overnight. 
T^e excess Jones reagent was then quenched 

reaction was diluted with EtOAc (20 ml) and was extracted with water (2x 20 ml) tb 
remove the inorganic salts. The combined organics were dried with magnesium 
5 s^fite, fUtered;concentrated v and chromatographed (silica gel, 2-5% MeOH/ 
methylene chloride) to give the tide compound as a white solid (410 mg, 75%). 
MS(ES) M+Ht^583, M+Na*=605l 

CQrmxwnd 6. to^^ 
10 be 

a) methyl 3-benzyloxybenzoate 

to a suspension of NaH (0.395 g, 9.87 mmol, 60% in mineral oil) in DMF 

mm^w^addcd methyl 3-bydroxybenzoate (1.0 g, 6.58 mmol); ^ 
15 15 min at room temperate 

stirring at room temperature for 3h; the solution was partitioned between ethyl 
^^^^ ^ The organic layer was washed with water (2 X 75 mL), saturated 

concentrated to yield an off-white solid (1.013 g, 4.2 mmol). *H NMR (400 MHz; 
20 0^2)41,67 (m, 2H), 7.48-7:34 (m. 6H), 7.19 (m, 1H), 5.12 (s, 2H), 3.95 (s, 3H). 

" 3-benacylpxyben2oic acid • 

To a solution of the cornpound of Example 6(a) (0.400 g, 1.65 mmol) in THF 
(2 mL) and witer (2 tnL) was added lithium hydroxide monohydrate (0.076 g, 1-82 
25 .mmol). After stirring at reflux for 5 h, the solution was partitioned betw^ 
ia^^aie and 3N HC1. ^e org^c layer was washed with brine, dried (MgSOift 
^Slt^d and concentrated to yield a white solid (0.355 g, 1.56 mmol). !h NMR (400 

ieucinyl)Jcarbohydrazide : . 

Following the procediur of Ex^ple ^ except substituting 3- 
^nzyloxybenzoic acid for N-acetyl-L-leucine and ^-fN^-benzyloxycarbonyl-L- 
leucinyOJcariwhydrazide for 2-[N<N.benzyldxyc^nyl-L-alanyl)]carbohydra2ide, 



60 



WO 97/16177 



PCT/US96/I7512 



the title compound was prepared as a white solid (0.062 g, 25%). MS(ESI): 548.1 

•.• '; : ;(M+H) + , .. 

Example A 

5 Preparation of 2-rN-(N-acetvl-L-leucinvm ^ 
alanvnicarbohvdrazide 
Toastirri^^ 

^JanyOJcarte (0.150g, 0.508mmol) in DMF (2mL) was added N-acetyl-L- 

leucine (0(»2g; 0:534m^ (0.014g f 0.102mmol), and 1- 

10 h (3-cBmethylanunoprop hydrochloride (0.102g, 0-534mmol)" 

After stirring at room temperature for 16h t the solution was diluted with ethyl 
acetate, washed successively with water, saturated aqueous sodium bicarbonate, and 
brine. The organic layer was dried (MgS04), filtered and concentrated. The residue 
was purified by column chromatography (silica gel, methanol/dichloromethane) to 

15 yield the title compound as a white solid (0.028 g, 12%). MSflESI): 451.1 (M+H)+. 

methvlbutvnthia^ 

20 a) N-*m-butoxycarbonyHLHeucinamide 

To a solution of N-ten-butoxycarbohyl-(L)-leucine (7.0g, 28;lmmol ) in dry 
THF(lOOmL) at -40°C was added isobutylchloroformate (3.8g, 28.1mmol) and N- 
methylmorpbiline (6.0, 59mmoI). After 15 minutes of stirring, ammonia was 
^bubbled through the mixture for an addition^ 1 5 minutes] then wanned to room 
25 temperature and allowed to stir for 2 hours. Mixture filtered and filtrate 

concentrated in vacuo to; yield title compound as a white solid (6.5, 28X)mmbl)y 
'HNMR (400MHz, CDC1,) d 6.38 (br s, 1H), 5.79 (br s, 1H), 5.04 (brd, 1H);4.13 
(m, 1HX 1.71-1.49 (m, 3H). 1.39 (s, 9H), 0.92 (dd, 6H). 

30 b) 

To a stirring sbliitipn b^ 28.0 mmol) in 

dry THF was added Lawessoh's reagent (6.8g, 16.9 mmol) and the mixture was 
stirred at room temperature under argon overnight. The solvent was evaporated and 
the residue chromatographed (silica gel; 1 2% ethyl acetate/hexane) to give the title 
35 compound as a white solid (5.4^ 77%). 1 



1H), 7.97 (br sy lH); 5.28 (br d, 1H), 4.52 (m, 1H), 1.72-1. 58 (m, 3H), 1:40 (s. 9H), 

c) (lS^lT(tcrt-butoxycarbonyl)amin(H 
5 methylbutane 

The compound of Example 7(b) (5.4g, 21.7 mmol) was stirred in dry acetone 
(lOOmL) under argon at -10°G Ethylbromopyruvate (4.7g, 23.9mmol) was added 
and stirred for 1 h at - 10°C The solution was poured into a well stirred mixture of 
chloroform and water and then into saturated sodium bicart>onate solution. The 

10 organic phase was separated and the aqueous layer extracted with chloroform, the 
combined organic extracts were dried over MgSO;, filtered and concentrated to an 
oil. The oily residue was treated with TFAA (5.0g f 23.9mmpl) and pyridine (3.8g> 
47.8mmol) in dicMoromethane for Ih at ^ Excess solvent was removed in 
vacuo and the residue was dissolved in dichloromethane. The solution was washed 

15 with saturated aqueous sodium bicarbonate and 1. ON KHS0 4 until pH 7. The 

solution was dried over magnesium sulfate, filtered and concentrated to an oil which 
was chromatographed (silica gel, 7.5% ethyl acetate/hexane) to gi^e 
compound as a tan solid (4.5g, 61%). l HNMR (400MHz, CDCy d 7.98 (s, 1H), 
5.04 (br d, 1H), 4.95 (m, 1H), 431 (q, 2H), 1 .88 (m, 1H), 1 63 (m, 2H), 1 .40 (s, 

20 9H),1.32 (t t 3H), 0.85 (dd, 6H). 

d) (lSH-(Benzyloxycarbonyl)an^o-l-(^^ 

The compound of Example 7(c) (0.250g, 0.73 1 mmol) was dissolved in TFA 
•; (2mL) and stirred at room temperature for 15 minutes when diluted with methanol 
25 and concentrated in vacuo. The residue was dissolved in methylene chloride and 
treated with tricthylamine (0 

(1 .2g, 7.3 lmmol). The solution stirred at room temperature for 2h when partition 
between ethyl acetate/water. The organic layer was washed with brine, collected, 
dried (MgSOJ and concentrated to a residue that was chromatographed (silica gel, 
30 15% ethyl acetate/hexane) to give the title compound as an oil (0 ? 19iBg, 72%); 

i%5:^ L81-1.67(m,2H), 139 (t;3HX0.95 
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e) (1 S)-Nf^[2-[( 1 4>enzyioxycartonylamta 
(N-benzyloxycaibonyl-L-lcucinyl)hydrazide 

Following the procedure of Example B(a)-(d), below, except substituting 
5 (iS)-l^ 

in step (c), the title compound was prepared. MS (NOT): 610.0V 

Example B 

1 ° Preparation Of HS^TO-N^fra-benzvloxvc^ 
2-vlc^nvl-N f -2 , -fbenzvloxv^^ 

a) N-benzyioxycarbonyl-L-leucihyl bro^ 

1 -methy 1-3-nitro- 1 -nitrosoguanidine (6.65 g, 45 2 mmol) in ether (225 mL) 
15 is cooled to 0°C. 40% sodium hydroxide is added slowly and the diazomethane is 
allowed to collect in the ether solution for 30 ii^ 
then decanted and left at 0 °C. 

N-Cbz-L-leucine (2.10 g, 7.6 mmol) was dissolved in THF (10 mL), cooled 
to -40 °C, arid 4-methylmorpholine (0.77 & 7.6 mmol, 0.83 mL) was added, 
20 followed by dropwise addition of isobutyl chloroformate (1.04 g^ 

mL). After 15 min, the solution was filtered into the pre viously prepared Q °C 
solution of ethereal diazomethane. The resulting solution was allowed to stand at 0 
°C for 23 h. HBr (30% in acetic acid) (45.2 mmol, 9 mL) was added and the 
resulting solution was stirred at 0 °C for 5 min, then washed sequentially with 0. 1 N 
25 HQ, saturated aqueous NaHC03 and saturated brine, then dried (MgSCM), filtered 
and concentrated 

b) (lSM-benzyloxycari>on^ 

A solution of the compound of Example B(a) ( 1.57 g, 4.58 mmol) ^ 
30 thiooxamate (0.61 g, 4.58 mmol) in ethanbl (l6 mL) was heat^ at reflux for4 h 
The sotoUra was then cooled , concentrated and the residue was purified by hash 

<^ 

to give the title compound ^ a yeUow oil (1.0 g, 58%)^ MHz, 
CDG13)d 7.41 (s, 1H), 7.34-731 (m, 5H); 5.40 i^B^S^^^S^^i IH), 
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4.98 (q, 1H), 4.48 (q t 2H). 1.80-1.76 (m, 2H), 1.57-1.53 (m, 1H), 1144 (t f 3H), 0.95 

;: : ; ; '\v': v (i:3H);o:^ (d,3H). y. 

c) (lS)-l-benzyloxy 
:5 methylbutane v\. 

A sol ulion of the compound of Example B (b) (0.30 g, 0.8 mmol) and 
hydrazine hydrate (0.40 g, 8.0 mmol, 0.39 mL) in ethanol (8 mL) was allowed to stir 
at room temperature for 2 h. The solution was then concentrated to yield the title 
compound as a white foam (0.28 g, 98%). IH NMR (400 MI^CPC13) d 8.29 (s, 
10 1H), 7.37-7:35 (m, 5H), 5.18 (d, 1H), 5.09 (dd, 2H), 4.95 (q; 1H), 4.07 (d, 2H), 1.71 
(t, 2H), 1.55 (m, 1H), 0.96 (d, 3H), 6.94 (d, 3H). 

d) (lS£Tl)-N-4-[[(l-bei^ 
ylcart^ 

15 A solution of the compound of Example B(c) ( 100 mgy 0^ mn^-J4^Gbz- 

L-leucihe (80.5 mg, 0.30 mmop t 1 -(3-dimethylaroih 
hydnKhloride (58.2 mg t 0.30 mmplV^ 

mmol) in DMF (0.6 mmol) was allowed to stir at room temperature for 18 h. The 
solution was diluted with ethyl acetate and washed successively with water, 0.1 N 
20 HQ, saturated aqueous NaHC03 and saturated brine, then dried (MgSCM), filtered 
and concentrated The residue was purified by flash chromatography on 230-400 
mesh silica gel, eluting with 1:1 ethyl acetate/hex^es, to provide t^ 
as a white solid (1 1 1.4 mg, 66%). mp 1 10-1 12 °C. 
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; 5 g, 11.1 mmol) in 22 mL of DMF was added carbohydrazide (0.5 g, 5.6 mmol), H3- 
i (2.13 g, 1 1.1 mmol) and 

1 -hydroxy bcnzotriazolc (0.3 g, 2.2 mmol). After stirring at room temperature for 22 
h, the solution was poured into 500 mL of water. The precipitate was collected by 
vacuum filtration and washed with water (4 X 150 mL) and dichloromethane (4 X 

10 150 mL), then dried under vacuum to provide the title compound as a white solid 1 
(1.49 g, 46%). MS(ESI): 607.1 (M+NaV. 

Compound 9, Preparation Of 1W N-imidazole acetvi^leuci nvlVafninfv^^N^ 
phcnoxv-phenvl-sulfonvlVamino-proDan>2^one 

a) l*N-( N-imidazole acetyI-leucinyl)-amino-3rN-(4-phenoxy phenyl sulfonyl)- 

Following the pnx^durc of Example C(a)-(d), below, sut^tut^ 
^tic acid w for acetic acid"; the title compound was prcpaied: MS(ES)M 

25 

a) l-N-(N^z-leucinyl)-amino-3-N-(4-p 
propan-2-^ol • • 

13-Diamino propan-2-oi (6.75 g, 75 mmol) was dissolved in DMF (100ml) 
and Cbz-leucine (20g, 75.5 mmol), HOBT-hydrate (llg, 81.5 mmol), and EDO 
30 (15.5g, 81.2 mmol) were added. The reaction was stirred overnight at RT. A 

an<i MeOH (30 ml) were added. A IN solution of hydrochloric acid in ether was 
added (1M, 30 ml) and a white gum fbraiedvw^ 
etor MeDH-arctone were added and heated until the gum became a^^ 
35 The white solid was dissolved in DMF (25 ml) and DDEA (5ml), then 4^-phenoxy 
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phenyl sulfonyl chloride was added. The reaction was stirred for 2h, concentrated in 
vacuo, then ^ gel, 1 : 1 EtOAc: hexanes) to provide the desired 

- product as a white solid. 

5 b) Le^ihyji 

2HDl (l.0g t L8 mnH)l) was dissolved in EtOH ml) t then 10% Pd/C (0.22g) was 
addrffoto^ 

a balloon of hydrogen gas for 4h at RT. The reaction iiukti^ was filtered, 
10 concentrated, and azeotroped with toluene to provide a white glass which was used 
in the next reaction without further purification. 

C) Jrl^ 

: amino-propan-2-ol 

15 Lcucinyl-amino-3-N-(4-phenoxy phenyl sulfonyl)-amino-propan-2-ol (0.36 

gi 07$ (5 ml), then NMM (0 45 ml, 4 mmol) was 

added followed by 4-pyridyl acetic acid (0. 1 3g, 0.75 mmol) and HBTU (0.29£, 0.76 
mmol) and the reaction was stirred at RT overnight. The reaction mixture was 
coheeri^ 5%MeOH: methylene 

20 chloride) to provide the desired product as a white solid (90 trig,MS(ES): M+H+ = 

" 555. /;' : ; : • 

d) 1-N^^pyridyl a^ 
. . . araino-propan-2-one ;'; . • 

15 1-NKN^pyridyi-acetyl-leucinyO 

aminorpropan^2-ol (45 mg^ 0.08 mmol) was dissolved in acetone (5ml), then IN 
hydrochloric acid (2 ml) was added. The reaction was concentrated in vacuo, then 
redissolved in acetone. Jones reagent (1.5 M, sew^ 

reaction mixture was stirred fo^^^ added ind the 

30 reaction m 

buffer and then was extracted with EtOAc, dried with magnesium sulfate, filtered, 
concenfr^ 

chloride) toi give t^ solid(27 rng, 50%): MS(ES): 

: M+H + =553: 
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CrVStalKzation of the Protein and protein-inhibitor cotnple*^ 

Human cathepsin K was expressed in bacuhvirus cells for the first eight of 
the nine inhibitors described below. Conditioned media containing expressed 
5 pro-cathepsin K was loaded directly onto an S-Sepharose column pre -equilibrated 
with 25 mM phosphate buffer at pH 8. The column was eluted with a NaCl gradient 
Fractions containing pro-cathepsin K were pooled, concentrated to 2.5 mg/ml and 
activated to mature cathepsin K in 50 mM sodium acetate buffer pH 4.0 containing 
20 mM L-cysteine and 1% mature cathepsin K as seed. The activation was 
10 monitored using CBZ-Phe-Arg-AMC,as fluorogenic substrate and by SDS-PAGE. 
When the increasing specific activity reached a plateau (ca. 15 umol/min/mg), the 
reaction was stopped by the addition of inhibitor. The inhibited mature cathepsin K 
was concentrated and dialyzed against 20 mM MES, 50 .mM NaCl, 2 mM L- 
cysteine, pH 6. 

Protein preparation for cathepsin K complex with 4-rN-rr P he.nviniethoxvtoirhonvii- 

L-lcUCvn-l-NrN-fmethvn-L-leucvnT^-pvrrolidinnne ( only ^ 

Human cathepsin K was expressed in E. coli. The cell pellet from 1 L of 
20 bacterial culture weighing 2.35 gm. was washed with 50 mL of 50 mM Tris/HCl, 5 
mM EDTA, 150 mM NaCl, pH 8.0. After centrifugation at 13,000 x g for 15 mins, 
the washed pellet was resuspended into 25 mL of the same buffer prepared at 4° C 
and Iysed by passage twice through a cell disrupter (Avestin) at 10,000 psi. The 
lysate was centrifuged as above, the supernatant decanted and the pellet suspended 
25 in 25 mL 50 mM Tris/HQ. 10 mM DTT, 5 mM EDTA, 150 mM NaCl, pH 8.0 

containing either 8 M urea or 6 M guanidine HC1. After stirring at 4° C for 30 mins. 
insoluble cellular debris was removed by centrifugation at 23,000 x g for 30 mins 
and the supernatant clarified by filtration (0.45 urn, Millipore). 

30 Varying amounts of the proenzyme form of cathepsin K were refolded by quick 

dilution into stirring, N 2 (g) sparged 50 mM Tris/HCl; 5 mM EDTA; 10 inM reduced 
and 1 mM oxidized glutathione, 0.7 M L-arginine pH 8.0 and stirred overnight at 4° C. 
After concentration to ca. 1 mg/inL using a stiired ceU fitted with a YM- 10 membrane 
(Amicon), the sample was clarified by centrifugation and filtration then dialyzed against 

35 25 mMNa 2 PO4,1.0 M NaQ, pH 7 0. The dialysate was applied at a LFR= 23 cin/hr to 
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a 2.6 x ?0 cm column of Superdex 75 (Pharmacia) pre-^ufflbrated -in-2i5.^^^%.: 
1.0 M NaCl, pH 7.0. The cathcpsin K proenzyme was poofed based upon punty is 

i : ;<^^ 

Swof 

inhibited cathepsin K used in the crystallization was approximately 8 mg7ml. The 

^th^ 

solution xtf 

10 detennined was that of cathepsin K in complex with the cysteine protease inhibitor 
E64. Crystals of mature activated cathepsin K complexed with E-64 grew to a size of 
approximately 0.2 mm 3 in six days at 20°C. The concentration of E-64-inhibited 
cathepsin K used in the crystallization was 8 mg/ml. Vapor diffusion was used in 
hanging drops from a solution of 10% PEG 8000, 0.1 M Na+/K+ phosphate at pH 

15 6^2 containing ft^ orthorhombfc, ^ 

F?|2i2 |f with ceU constants of 

form will be referred to as Form II. The crystals contain one molecule in the 
asymmetric unit and contain approximately 40% solvent with a Vm value of 2.1 

20 Siemens two-dimensional position-sensitive detector on a Siemens rotating anode 
general operating a 5 IW. The suucturc 
using X-PLOR, The 
^ainmdth^ 

proteins as determined from sequence alignment . ^e c 
25 calculated using x-ray diffraction data from 10 to 4 A and a radius of integration of 
32 A- The highest peak was 6.0 a. A translation search was carried out using data 
f ^ * t0 ? i ^ of 12.5 a The r^ 

gave ap 1^ factor of 0.488. This model was refined by rigid-body refinement, and 

30 and I2F 0 -F C !, into which the atomic model of cathepsin K was built using the 

molecular graphics program FRODQ. Conventional positional refinement was used 
to refine the stmcturc during model biri^ The structure was refined using X- 
PLGR. The electron density for E-64 was clear in the maps. The inhibitor was built 
into density and several additional cycles of map fitting and refinement were barried 

35 . out to a final R c ofO.191. : : 
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Crystallization of the ^ 
L>leucinvnamino-5-methvl. 1 1 

5 Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 10% isopropanol, 0. 1 M NaPC>4 / citrate at pH 4.2. Crystals of the 
complex are tetragonal, space group P432j2, with cell constants of a=57.6 A, and 
c=131.2A.This c^ 

collected as described above. The crystals contain ojnie molecule in the asymmetric 
10 unit and wn^dn |6% solvent with a V m value of 23 AVDalton. The structure was 
determined by molecular replacement using X-PLOR at 2.5 Angstroms resolution. 
The starting model consisted of all protein atoms 

cathepsin K-E64 structure. Molecular replacement was carried out as described 
above for the cathepsin K-E64 structure determination. The model was refined by 
15 rigid-body refinement using X-PLOR, and the resulting phases were used to 
calculate Fourier maps with coefficients IF<^ 

model of the inhibitor was built using the molecular graphics program FRODO. 
Conventional positional refinement was used to refine the structure during model 
building. The structure was refined using X-PLOR. Several cycles of map fitting and 
20 refinement were carried out to a final R^ of 0^245; 

Crvstalliration of the complex of cathepsin K w^^^ 
fNWbenzvlbxvcarbonv^ 

25 Crystals of mature aenvated cathepsin K complexed with the inhibitor grew from a 
solution of 22.5% PEG 8000, 0.075 M sodium acetate at pH 4.5 tontaiiung 0. 15 M 
L12SQ4 . Crystals of the complex grew as Form m. Diffraction data were collected 
as described above; Tte stwettire was de 

X-PLOR utilizing the previous Form m protein model at 2.4 Angstroms resolution; 
30 Fourier maps with coefficients IFq-FcI and CjF^-Fcl ^ere u^d tb fit the atomic 

model of the inhibitor using the molecular graphics program FRODO. Conventional 
positional refinement ( X-PLOR) was used to refine 
building. Se^^ 
• : - of 0.237; ' 

35 • • 
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Crvsallitagon of the complex of cathepsin K with bis-fC^i-^ 
propan-2-one 

Crystals of mature activated cathepsin K complexed with froin a 

5 solution of 10% isopropanol, 0 1 M NaP0 4 / citrate at pH 4.2. Crystals of the 
complex grow as Form ffl. Diffraction data were collected as described above. The 
structure was determined by rigid body refinement of the previous Form HI protein 
model at 2.6 Angstroms resolution. Fourier maps with coefficients IF 0 and 
I2F D -F C I were used to fit the atomic model of the inhibitor using the molecular 
10 graphics program FRODO Conventional positional refirienrat was used to refine 
the structure during model building. Several cycles of map fitting and refinement 
were carried out using X-PLOR to a finally of 0.2 10. 

Crystallization of the complex of catheps in K with 4-fN- 
15 ffphcnvimrthm^ 

Crystals of mature activated cathepsin K complexed with the inhibitor grew fix>m a 

atpH4 5co^ 

(^s^s of the complex grow in l^>nri En. Diffraction data were collected as 
20 described above. The structure was determined by rigid body refinement of the 

l^yious Form m protein model with X-PLOR at 2:4 Angstroms resolution. Fourier 
nii^s with coefficients 1F 0 ^F C I and G^-Fcl, were used 

inhibitor using the molecular graphics program FRODO Conventional positional 
refinement was used to refine the stiucture during model building using X-PLOR. 
25 Several cycles of map fitting and refinement were carried out to a final Rc of 0.218: 

Crvaallgation of the complex of cathepsin K with fi &mziufe ; ,';• > 

bcnzvloxvca^ 

<30 = : y ; V.'f '■{-,: .;; 

€^ with the inhibitor grew from a 

^ tris buffer atpH 7^0; 

Crystals of Ae cbn^lex are data were collected as described 

above. The structure was determined by rigid body refinement of the previous Form 
S5 II p^^ resolution Fburier maps wi^ 
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^ coefficients IF 0 ^Fel and l2F p -Fclv were used tq the atomic model of the inhibitor 

u^gl 

was used tp refine the structure during model building using X-PLOR. Several 
cycles of map fitting and refinement were carried out to a final of 021 I. 

5 • ' : ■ :; W^i ■ - ■ • • . ' ' • ■ • ' '•' : -/"/ ■■■yl • ; ■■■ ::>; : x. I 
Crystallization of the complex of cathensin 
L>leudnvlcarbohvdraztde 

Ciystals of mature activated cathepsin K complexed with the inhibitor grew from a 
10 solution of 33% MPD t 0.1 M MES at pH 7. Crystals of the complex grow as Form 
II. Diffraction data were collected as described above. The structure was determined 
by rigid body refinement of the previous Form II protein model with X-PLOR at 2.2 
Angstroms resolution.. Fourier maps with coefficients IF 0 -F C I and I2F 0 -F C I, were 
used to the atomic model of the inhibitor using the molecular graphics program 
15 FRODO. Conventional positional refinement was used to refine the structure during 
; ; model buUehng using X-PLOR S fitting and irefii^ihent 

carried out to a final 1^ of 0.208. 

Crystallization of the complex of cathepsin K with 4-fN- 
?o ff p bcnvlm ^o 
pyrrolidinpnc 

Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solution of 28% MPD; 0.1 M MES at pH 7.0 and 0.1 M iris buffer at pH 7.0. 

25 Crystals of the complex Form n. Diffraction data were collected as described above. 
The structure was determined by rigid body refinement of the previous Form II 
^ model with X-PLOR at 2.3 Angstroms resolution. Fourier maps with 
; ^ and !2F 0 ^cl, were used to the atomic model of the inhibitor 

using the molecular graphics program FRODO. Conventional positional refinement 

30 : w^ during model building using X-PLOR. Several 

eyej^ of map fittmg and refinement were carried out to a final R^ of 6;193i 

Cfvstalli^orioftheco 

:3^. pvTTDlidinone "{ 
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Crystals of mature activated calbcpsin K complexcd with the inhibitor grew from a 
solution of 30% MPD, 0 J M MES at pH 7 0 and 0. 1 M tris buffer at pH 7 0. 
Crystals of the complex Form H. Diffraction data were collected as described above; 
5 The structure was determined by rigid body refinement of the previous Form II 
protein model with X-PLQR at 2:2^ A 
: were used to the atomic model of the inhibitor 

using the molecular graphics program FRODO. Conventional positional refinement 
was used to refine the structure during model building using X-PLOR. Several 
10 cycles of map fitting and refinement were carried out to a final ^ of 0.267. 

Crystallization of the complex of cathepsin K with 1-N -(N-imidazote acctvU 
kreinvl)-amino-3-N-^^ 

15 Crystals of mature activated cathepsin K complexed with the inhibitor grew from a 
solutionof 18% PEG 8000, 0.6 M sodium acetate at pH 4.5 containing 0.12 M 
Ii2 so 4- Crystals of the complex are Form HI. Diffraction data were collected as 
described above. The structure was determined by rigid body refinement of the 
previous Form II protein model at 2.5 Angstroms resolution.. Fourier maps with 

20 coefficients IFq-F c I and 12F c -F c I were used to fit the atomic model of the inhibitor 
using the molecular graphics program FRODO Conventiohal positional refinement 
was used to refine the stmcture during model building. Several c^ 
and refinement were carried out using X-PLOR to a final Rc of 0.246. 

Abbreviation?? 

25 - 

E-64, [l-[N-[(L-3-fron«arboxyoxi^ 
L-leucyl]aminoJ-4-guanidinobutane] 
CBZ, benzyloxycarbonyl 
AMC, aminomethylcoumarin 
30 MPD,2rhe^ 

PIPES; piper^^ acid); 
MES t 2KN-morpholino)^ethanesulfonic acid 
tris, tris(hydn>xymethyl)-aminomethane 
. ;' . PEG; polyethyte^ 
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Rc = H(F 0 -F c )l/F 0 
F 0 = observed structure amplitude 
F c = calculated structure amplitude 
EDTA, ethylenediaminetetraacetic acid 
5 DTT, 1,4-dithiothreitol 

SDS-PAGE, sodium dodecylsiilfate polyaciylamide gel electrophoresis 

This invention is not to be limited in scope by the specific embodiments 
described herein. Indeed, various modifications of the invention in addition to those 
10 described herein will become apparent to those skilled in the art from the foregoing 
description. Such modifications are intended to fall within the scope of the 
appended claims. 

The disclosures of the patents, patent applications and publications cited 
herein are incorporated by refe^ 
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TABLE I 

three dimensional coordinates in 
factors (A 2 ) for cathepsin K. 

,}': '■ :- : .Z.. •. 

11.01 90.45 15.00 

12 i30 90.45 15.00 

13.14 89.20 15.00 

12 v9? 88,57 15.00 

13.12 91.73 15.00 

14.01 88.80 15 .00 

14.86 87.61 15.00 

16.05 88.06 15.00 

17.00 88.65 15.00 

15.33 87.31 15.00 

14.58 88.32 15.00 

14 . * 31 89.47 15.00 

16.00 87.87 15 . 00 



17 

:.•«••■«■• 


••a *k 


•• •: OO.JU 


•15. 00 


18 

— V 




R1 Oft 

o / . z u 


15 . 00 


xo 




OO.20 


15.00 


16 


.75 


88.67 


15.00 


iM 


.85 


89.45 


15.00 


18 


.83 


89.89 


15 . 00 


17 


.73 


89.63 


15 .00 


19 


.21 


87.36 


15 . 00 


20 


.26 


86.35 


15.00 


21 


.51 


86.77 


15 . 00 


21. 


.44 


87; 48 . 


15.00 


•;19;> 


.72 


85;Q3; 


'is .oo 


19. 


.55 


85.08 


iSyOO 


22. 


.65; 


86.28 


15.00 


23. 


94 


86.54 


15.00 


24. 


65 


85.17 ; 


■ 15.00 


24; 


48 




15.00 


24. 


79 ' 


87.51 


15.00 


24. 




87.00 


15.00 


26. 




87.69 ,. 


15.00 


25. 




84/39 


15.00 


26. 


08 


83,76 


15.00 


27. 




84.22 . 


15,00 


27. 




84.43 /■ 


15.00 


?5. 


25 \ : 


82.82 


15.00 


25. 


95 


81.48 


15.00 



WO 97/1*177 



PCMJS96/17S12 



6 ASP OD1 
6 ASP OD2 

'■• ' 7 ' 

■<<, . : '7^'htC:CAy: 
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TABLE I 

■v.! ■/:.: It GWCJt; 1-10.27 34.56 • 85.31 ' 15.00 ^-H '. 

11 GLY C ^8.96 35:28 85.53 %& ■ >'v"i 

11 GLY 0 -8.93 36.49 85.77 15.00 

12 TYR N -7.86 34.54 85.44 15.00 
M2- TYR; CA . • t6v54 ■ : 35,11 ' ■ 85.64 15.00 . ' 

; ■ 12- TYR .C'.' , ;. -5.97 35.67 84.36 15.00 

12 TYR O -5.13 : 36.58 84.39 ISlOO 

12 TYR CB -5.57 34.04 86.13 15.00 

IT Vte CG v ' -5.76; 33.63 ' 87 .56 : 15.00 : ' 

,12 TYR CDl -6.85 32.86 87.95 ^IS^fr^'-- 

12 TYR CD2 -4.82 33.98 88.52 15,00 

12 TYR CE1 -7.00 32.46 89.25 15.00 

12 TYR CE2 -4.96 33.58 89.83 15.00 

12 TYR CZ i -6.04 : 32.81 90.19 15.00 

12 TYR OH -6.16 32.38 91.49 15 00 

13 VAL N -6.40 35.09 83.24 15.00 
13 VAL CA -5.92 35.47 81.92 15.00 

13 VAL C -6.95 36.24 81.09 15.6f ■ 

13 VAL O —8 .15 36 r 03 81. 21 15 , 00 

13 VAL CB -5.41 34.21 81.15 15.00 

13 VAL CGI -6.54 33.26 80.89 15. 00 

13 VAL CG2 -4 -73 34y 61 79.86 15 .00 ' 

14 THR N ^6 .45 37. 19 80. 31 15 .00 
14 THR CA -7.27 38.02 79.44 15.00 
14 THR C -7,39 37.38 78.05 15.00 
14 THR O -6.69 36,41 77.74 15*00 

. 14 THR CB t6.:63;;: :>39>:42; : - : 79,32 . 15,00 

14 THR OG1 -5.21 39.28 79,27 15.00 

14 THR . CG2 -7 ,00 40,28 80.52 15.00 

15 PRO N -8 . 31 37 .88 77 . 20 15. 00 
15 PRO CA -8.50 37.34 75.86 15.00 
15 PRO C -7 .23 37.45 75.01 15.00 
15 PRO O -6.38 38.30 75.30 15.00 
15 PRO CB • -9.61 38.22 75.30 15,00 

: . 15 PRO CG • ■ ••; ; -10,38 38 . 60 . ' 76 . 51 ' ' 15 . 00 

15 PRO CD -9.28 38.96 77.45 15.00 

•■ 16 VAL N -7.14 V 36.65 73.95 ' 15, 00 ■ • 

V'V^-iffV^^CA.;.'- -5v97;\ :36l64 73.08 15.00 

16 VAL C -5.86 37.87 72.18 15.00 
16 VAL O -6.80 38,23 71.47 15.00 

, 16 VAL CB -5.94 . 35,38 • ' ' 72.22 15. 00 ' 

• ; ;: : 16 VAL ; - CGI . - ; -4 ; : .70v ; ;i35v3:& : 71.3:4 ' 15.00 

16 VAL CG2 -5, 97 34;.18 73 ,10 15. 00 

17 LYS N ; -4.70 38.52 72.22 15,00 
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TABLE I 
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TABLE I 

V:'-': 52 ASN OD1 2.74 51.95 81.25 15 .00 

52 ASN ND2 4.04 52.99 79.74 15.00 
'0 53 LEU N . .. 0:4;;68- 49.53 ■ 77,81 istob 

53 LEU CA 5.95 48.86 77.94 15 00 
■'.•:53 LEU C 49,21 76,72 15.00 

: 7. : 53 LEU ' % ■. . : ;,; : : %87 • . 49 ,84 ■ 76 . 88 :: . li; 00: ' ■ ■'. 

• : 53 LEU CB; ' 5. 75 47.35 78.08 jiSiiol - 

53 LEU CG 5. 11 46.95 79.41 15.00 

: £r'"-\ 53 LEU CDl ' . 4.91 \ 45.45 79.49 15.00 

53 LEU CD2 6.00 47.41 80.54 15.00 

54 VAL N 6.33 48.87 75.52 15.00 
54 VAL CA {7.03 49.15 74.25 15.00 
54 VAL C 7.63 50.55 74,20 %5. 00 
54 VAL O 8.85 50.72 74.04 15.00 
54 VAL CB 6.06 49.01 73.03 15.00 
54 VAL CGI 6.70 49.55 71.75 15.00 

54 VAL CG2 5.67 47.56 72.83 15.00 

55 ASP N 6.76 51.55 74.37 15.00 
55 ASP CA 7.12 52.96 74.31 15.00 
55 ASP C 8.05 53.45 75.40 15.00 

; 55 ASP O 8.84 54.37 75.19 15.00 

55 ASP CB 5.85 53.84 74.36 15.00 

55 ASP CG 4.87 53.56 73.22 15.00 

55 ASP OD1 5.23 52.86 72.24 15.00 

55 ASP OD2 3.72 54.05 73 .29 15.00 

56 CYS N 7.97 52.82 76.56 15.00 
56 CYS CA 8.76' 53.27 77,70 15.00 
56 CYS C 9.97 52.47 78.16 15.00 
56 CYS O 10.98 53.06 78.54 15.00 

^■ ; ;.;:56r.0S: CB * ■ 7.81 53.52 78.84 15.00 

56 CYS SG 6.36 54.45 78.28 15.00 

57 VAL N 9.87 51.15 78.17 15.00 
57 VAL CA 10.98 50.31 78.60 15.00 
57 VAL C 12.16 50.44 77.62 15.00 
57 VAL O 12.50 49,50 76.90 15.00 
57 VAL CB 10.54 48.83 78.71 15,00 
57 VAL CGI 11.66 47.98 79.32 15.00 

57 VAL CG2 9.26 48.72 79.52 15.00 

58 SER N 12 . 85 51.57 77.67 15.00 
58 SER CA 13 . 98 51.87 76.80 15.00 
58 SER C 15.15 50.91 76.84 15,00 
58: SER O 16,13 51.10 76.13 15,00 
58 SER CB . • 14V48 : 53 ,27 ■ 77 ,09 : 15 . 00 

•v:; : ;::.; 58 SER GG 14.95 53.34 78.42 15.00 
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TABLE I 

59 GLU N 15.09 49.92 77.71 15.00 

59 GLU CA 16.15 48.93 77.82 15.00 

59 GLU C 15.93 47.86 76.73 15.00 

15.00 
15.00 



59 GLU O 16.77 46.99 76.50 

59 GLU CB 16.14 48-30 79.22 

59 GLU CG 16.39 49.27 80.39 15.00 

15.00 
15.00 



59 GLU CD 15.13 49.97 80.88 

59 GLU OE1 14.38 49.38 81.70 
59 GLU OE2 14.90 51.13 80.46 15.00 

15.00 
15.00 
15.00 
15;*)d 



60 ASN N 14.77 47.91 76. 10 

60 ASN CA 14. 43 46.98 : :75. 04 

60: ASN C 14.26 47.73 73. 7j. 

60 ASN 6 13 .99 48 .94 73. 69 

60 ASN CB 13.13 46.26 75.38 15.00 
60 ASN CG 13.27 45.35 76.57 15.00 

60 ASN OD1 12.35 45.22 77.38 15.00 

60 ASN ND2 14.41 44.68 76.68 15.00 

61 ASP N 14,39 47.02 72.61 15.00 
61 ASP CA 14.25 47.65 71.31 15.00 
61 ASP C 12.82 48.03 70.94 15.00 
61 ASP O 12.60 48.65 69.91 15 . 00 
61 ASP CB 14.84 46.75 70,23 15.00 
61 ASP CG 15.93 47. 43 69:. 44 15. 00 
61 ASP OD1 15.87 48.66 69.28 15.00 

61 ASP OD2 16.85 46.72 68.98 15.00 

62 GLY N ■■ . ; 11.84 : : 47. 67 ' 71.77 15.00 

15.00 
15 .00 
15.00 
15.00 



62 GLY CA 10 .46 47 ^99 71 : 45 
62 GLY C 9.91 47.03 70.41 

62 GLY O 9.71 45.85 70.70 

63 CYS : N . 9.68 47.50 : : 69.20 
63 CYS CA 9. 19 46 .60 68 .16 15 .00 
63 CYS C 10.33 45 .71 : 67 .70 15.00 

Kl5 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 



63 CYS O 10.09 44.70 67.04 

63 CYS CB 8.59 47.36 66.99 

63 CYS SG v;,: : 6>:94. 48.02 67^38 

64 GLY N : . :il56^; 4&.i() v 68.01 
64 GLY CA 12.72 45,32 67.68 
64 GLY C 12.90 44.16 68.64 

64 GLY O 13.65 43.21 68.37 15.00 

65 GLY N 12.20 44.23 69.78 15.00 

■^.I5v:00v' 

15.00 



65 GLY CA 12.28 43.17 70.77 

65 GLY C 12.86 43::58 72.11 

65 GLY O 13.34 44.70 72.31 15.00 

66 GLY N 12.81 42.65 73.05 15.00 
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. TABl^ily f- 

66 GLY CA 13 .34 42.92 74.37i ; 15.00 

66 GLY G 13.08 41.7:7 :75!.32; 15.00 

66 GLY 0 12.42 40.80 74.94 15.00 

67 TYR : N 13. 57 41.90 76.55 15.00 
>67 TYR CA 13,40 40.87 77.56 15.00 

67 *YR C - .' 12.23 41.18 78.48h 15.00 

67 TYR O 11.93 42.34 78.75 15.00 

67 TYR CB 14.68 40.76 78.39 15.00 

67 TYR CG 15.91 40.56 ^VsS : 15^00 

| 7 ™ GDI 16.20 39.32 76.98 15.00 

67 TYR CD2 16.77 41.61 77.29 15.00 

67 TYR CE1 17.33 39.13 76.18 15.00 

67 TYR CE2 17 .90 41.44 76 .49 15. 00 

67 TYR CZ 18.18 40.20 75.94 15.00 

67 TYR OH 19.27 40.05 75.12 15.00 

68 MET N 11^57 40.13 78.99 15.00 
68 MET CA 10.45 40.33 79.90 15.00 
68 MET C w 10.90 40.92 81.23 15.00 
68 MET 6 10. 21 41 .72 81.83 15.00 
68 MET CB 9.72 39.00 80.18 15. 00 
68 MET CG 8.97 38.38 79.00 15.00 
68 MET SD 9 . 97 37 . 36 77. 92 15. 00 

68 MET CE ;. 11,01 36.45 79.11 15.00 

69 THR N 12.09 40.53 81.68 15.00 
69 THR GA 12.62 41.03 82.94 15.00 
69 THR C 12.76 42.55 82.93 15.00 
69 THR O 12.33 43.21 83.87 15.00 
69 THR; GB 13 .98 40.37 83.29 15. 00 
69 THR OG1 14.96 40 .72 82.30 15.00 

69 THR CG2 13.84 38.85 83.35 15.00 

70 ASNN 13.33 43.09 81.85 15.00 
70 ASM GA 13.53 44.54 81.73 15.00 
70 ASN C 12.24 45,34 81.80 15.00 
70 ASM O 12.25 46.51 82.16 15.00 
70 ASN CB 14.28 44.87 80.45 15.00 
70 ASNCG 15 .72 44.45 80. 52 V lSVOO; 
70 ASNODl 16.11 43.68 ^81 . 39V 15.bo 

70 ASN ND2 16.54 44 .97 79 . 61 ; 15 . 00 

71 AiA N 11,14 44 . 68 81.45 15.00 
71 ALA GA 9.81 45.28 81.50 15.00 

' 7 $ ' : }$&?&T 9-27 45.18 82.93 15.00 

71 ALA O 8.72 46.14 83.46 15.00 

71 ALA CB 8-88 44. 57 80 .51 15 .00 

72 PHE N 9.46 44,02 83 .55 ' 15.00 
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TABLE 

ll- 53 46. 64 

12.17 46.25 

11.80 461.25: 

10.43: 50.30: 

11.04 51/62 

10.24 52.83 

10.34 53.90 

12.44 51.64 

12.52 51.06 

13.96 50.69 

14.06 49.75 

15.39 49.07 

9.48 52.69 

8.67 53.81 

7 ,51 53.96 

6.94 55.03 
8.12 53.56 
7.17 54.66 
7.61 55 ; i-%; 
5.88 :. 54; 37 
7; 19 52,86 
6.11 52.78 
4.71 52.88 
4.05 53.92 
6. 31 53,81 
7.67 : 53.69 

7,80 - 54, 56 ':. 

6y84 54.23 

6.60 53,00 

7.24 51.94; 

5.73 ' 52,83 • 

4.27 51.76 

2.95 51.68 
2.98 51.54 

3.87 52.07 
1.98 50.85 

1.88 50.64 
0.45 50.97 
0.49 50.68 
2.19 49.17 

1.14 48.24 

2.64 47.59 

0.29 51?; 58: . 



; : ::9;i ; i'36 : - . 15. 00 

90.38 ;l£,00 

92.59 15.00 

89. 15 15.00 

89;. 32 15.00 

88^85 15,00 

89.44 15.00 

88.71 15.00 

87.30 15.00 
86, 97 15 .00 

85.79 15.00 
85.82 15.00 
87.77 15.00 

87.31 15.00 
88.28 15.00 
88.41 15 .00 
85.90 15.00 
85.44 15.00 

! 85 ,09 15; 00 

85:44 ... 15.00 

88.95 15;:00 
89.94 15, 00 
89.33 15.00 
89.37 15,00 
91.Q8 15 .00 

91.80 15, P0 
93, 06 ,. 15 , oo; 
94.12 15.00 
94. 59 ; 15,00 

94.09 15.00 
95.58 15 .00 
88.76 15.00 
88.15 15.00 
86.64 15.00 
85.97 15.00 

86.10 15.00 
84 . 66 15.00 
84-23 15.00 

84.96 15.Q0 
84.30 15.00 
821.78: 15,00 
84; 90 ■ 15.00 
82 . 36 15,00 
83.05 15.00 
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table i : -A"'-y-': : -.',y 

■ )yf2/^:-C^;': : ;r "■ /%1,;04-; ■ . 51. 93 . 62 .56 15.00 

82 ASP C -1.89 50.76 82.07 15.00 

82 ASF O - : -1.38 . ' 49.69 ' 81-71 15.00 

82 ASP :0B -0,93 52.93 : 81.42 15.00 

82 ASP C<3 -0.47 54.29 81.87 15.00 

82 ASP OD1 W0v66 54 .63 83.4)6 15^00 

82 ASP OD2 0 . 08 55.02 81 . 02 15 . 00 

83 SER N -3.20 50.96 82.05 15.00 
•83 SERCA -4.12 49.95 ; 81.56 15.00 
83 SER g: -4.32 50.20 80.07 15.00 
83 SER O -4.22 51i34 79.61 15.00 

83 SER CB -5.46 50,02 82.32 15.00 
r:-: : 83; SER: : .OGy . . -6.06 51.30 82.22 15.00 

84 GLU N -4.61 49.14 79.32 15.00 
84 GLU CA -4.81 49.22 77.86 15.00 
84 GLU C -5.66 50.40 77.38 15.00 
84 GLU O -5.20 51.19 76! 57 15.00 
84 GLU CB -5.39 47.91 77.33 15.00 
84 GLU CG -5.73 47.89 75.85 15.00 
84 GLU CD -4 .51 47,97 74.94 15.00 
84 GLU OE1 -3.51 47.25 75.17 15.00 

84 GLU OE2 -4.57 48,74 73.96 15.00 

85 ASP N -6.87 50.53 77.90 15.00 
85 ASP CA -7.72 51.61 77.45 15.00 
85 ASP C -7.12 52.99 77.70 15.00 
85 ASP O -7 . 49 53.97 77.03 15.00 
85 ASP CB -9.10 51.52 78,07 15.00 
85 ASP CG -10. 07 52.52 77.46 15. 00 
85 ASP OD1 -9.97 52.79 76.24 15.00 

85 ASP OD2 -10.93 53.06 78.21 15.00 

86 ALA N -6.18 53.08 78,64 15,00 
86 ALA CA -5.54 54.36 78.93 15.00 
86 ALA C -4.30 54.57 78.04 15.00 
86 ALA O -3.90 55.70 77,78 15.00 

86 ALA CB -5.16 54.45 80.40 15.00 

87 TYR N -3.74 53 ; 48 77.53 15.00 
87 TYR CA -2.56 53.54 76; 67 15.00 
87 TYR C -2.69 52.41 75 > 64 15,00 
87 TYR 0 -.1, 98 51 .39 75.73 15,00 
87 TYR CB -1.32 53.33 77.55 i5.00 
87 TYR CG -0.03 53.89 77 JOl 15 .00 
87 TYR CD1 0.20 53.99 75.64 15.00 
87 TYR CD2 0.99 54.29 77.89 15.00 
87 TYR CE1 1,41 54,47 75.16 15.00 
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S3WSI 
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-2-08 
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'-C$4?: 

-2.74 
-1.71 
-1.83 
-2.46 

-0.54 
0.75 

-0.66 
1.88 
0.47 
1.74 
2 .87 

-1.19 

-1.22 

-0.55 

-Qv83 

-0.63 

-1.26 V 

0 . 88 

0.37 

1.01 

2.38 

2.89 

3*00 

4.32 

4.96 

4.33 

4; 21 

3.46 

3.28 

3 . 93 

2.39 

6.19 

6.90 
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54:. 77 

^V55;32^ 

^:52v58; 
;5p66 

: 51.22 
52.05 
52; 43 
53.28 
53 . 80 
49 . 92 ' 

::49.;35 ; ' 
49.79 
49.11 
47.82 
47.18 
47.59 

>46:..24 :; -' : 
47;07 ' 

; 45.70 
46.13 
45.65 
50,88 
51.40 
50.51 
50.63 

52.83 

53,71 

52.80 

49.65 

48.77 

49.17 

48.57 

50.17 '? 

50 .61 

51.34 

51.51 

51.53 

52 .85 

53.70 

54.73 

53.25 

51.79 V 

52.49 



' 77.4:1; 

•\76; ?! ;pS: 

75/57 
74V65 
73.55 
72.61 
72.06 
72.79 
73.84 
• 74:54 
72-34 
71.48 
70.01 
69.21 
71.56 
70.92 
71,30 
69.91 
70.69 
69.28 
69.68 
69.09 
69 . 65 
68,29| 
67.23 
66.03 
68 1 21 
69 .28 
68.33 
67.64 
66.67 
66.15 
65;20 
66.77 
66.35 
67.52 
68.57 
65.13 
65.38 
64.12 
63 ^94 
63 .25 \ 
67 .34 
68.39 
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15 . 00 
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15 .00 
15.00 
15^00 
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15 . 00 
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15.00 
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98 TYR CE1 2.81 

98 TYR CE2 2.52 

98 TYR CZ 2 .45 

98 TYR OH 2.02 

99 ASNN 0.69 
99 ASN CA -0 .14 
99 ASN C -6.54 
99 ASN O -1.31 
99 ASN CB -1.37 
99 ASN CG -2.38 
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-3.12 


103 LYjS ;0 


: '.;,^4ii:6>:: 


103 LYS CT 


-1.13 


103 LYS CG 


-1.51 


103 LYS CD 


-0.97 




-1.39 


103 LYS N2 




104 ALA N 


-2. 68 


104 ALA GA 


-3.55 


104 ALA C 


'-*t2'B ; 6..;' 


164 ALA O : 


-3.52 
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table i :j-%~££v^&iC* 

56 .49 84.80 15 .i 00 

54.29 83.95 15.00 

55.18 84.99 15.00 

54-77 86.22 15 . 00 

57.92 81.43 15.00 

58.84 82.20 15.00 

58.20 83 . 54 15.00 

57.23 83.58 15.00 

59.22 81.36 15.00 
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60.25 


85.10 
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61.45 


85.21 


15. 


66; 


66.52 


85.66 




60 



57.13 84.52 ; 15fo6 

55.86 84:. 01 15.06 

54.62 84.42 15.00 

53 .65 ■ . ' : 83.67 15.66 

54 .62 85.59 15.00 

^ 53. 44 ' 86.02 15; 00 

52.35 86.50 15.00 

52.65 86.86 15.06 

53.83 87.11 15.00 

53.50 88.56 15.00 

52.13 88.98 15.00 

51.77 90.40 15.00 

50.35 90.75 15.00 

51.10 86.52 15.00 

50.01 86.96 15.00 

48.86 87.68 15,00 

47.92 88.12 15.00 

49.49 85.79 15.00 
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TABLE I; : 
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•■ TABLE I 

110 TYR CE2 14; 14 41,89 ,87.22 15 .00 

110 TYR CZ 14.95 40 . 80 86.98 15. 00 

110 TYR OH 16.25 40.99 86.61 15.00 

111 ARG N 11.13 37.63 89.52 15.00 
111 ARG CA 11.87 36.45 89.91 15.00 
111 ARG C 11.88 35.46 88.75 15.00 
111 ARG 0 10.90 35.34 88 . 03 15.00 
111 ARG CB 11.23 35.85 91.16 15 . 00 
111 ARG CG 12.14 34 . 90 91.88 I 15 .00 
111 ARG CD 11.70 34 .66 93 .31 15 . 00 
111 ARG NE 12,85 :, 34.20 94.09 15.00 
111 ARG CZ 13.87 34.98 94.44 15.00 
111 ARG NH1 13,87 36.28 94.12 15.00 

111 ARG NH2 14.89 34.48 95.13 15.00 

112 GLU N 13.00 34.76 88.58 15.00 
112 GLU CA 13.15 33.79 87.50 15.00 
112 GLU C 13.25 32.35 87.94 15.00 
112 GLU O 13.55 32.06 89.11 15.00 
112 GLU CB 14.38 34.11 86.66 15.00 
112 GLU CG 14.35 35.49 86.11 15.00 
112 GLU CD 15.46 35.72 85.14 15.00 
112 GLU OE1 15.30 35.30 83.97 15.06 

112 GLU OE2 16.49 36.31 :85^56 15.00 

113 ILE N 12.98 31.46 86.99 15.00 
113 ILE CA 13.02 30 .03 87.20 15 .00 
113 ILE C 14.46 29.65 86.91 15.00 
113 ILE O • 15. 13 30 i 34 86 .15 15 1 00 
113 ILE CB 12.04 29.30 86.23 15.00 
113 ILE CGI 10. 60 29.50 86.70 15.00 
113 ILE CG2 12.36 27,81 V- 86.13 15 .00 

113 ILE CD1 10.10 30.93 86.65 15.00 

114 PRO N 15.01 28.64 87.60 15.00 
114 PRO CA 16.40 28.30 87.29 15,00 
114 PRO C 16.50 27.74 85.87 15.00 
114 PRO O 15.74 26.85 85.48 15.00 
114 PRO CB 16. 77 27.29 88.39 15.00 
114 PRO CG 15.46 26.66 88.76 WlS.OO 

114 PRO; CB 14.52 27.85 88.75 15.00 

115 GLU N 17.41 28.32 85 .09 15 .00 
115 GLU CA 17. 61 27.97 83.68 15.00 
115 GLU C 17.55 26.49 83.35 15.00 
115:-: GLtJ O 18.36 ■ 25.70 83.84 - 15. 00 
115 GLU CB 18. 93 28.56 83.15 15.00 
115 GLU CG 18 . 92 30.09 82.86 15.00 
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;20iii 

: 20;. 75 
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15.76 
15.81 
15-13 
14.47 
12.97 
12.28 
14.77 
14.21 
13.32 
14.72 
12.47 
11.05 
10.22 
9-16 
10.75 
10.96 
10.34 
9.11 
11.08 
10.73 
10.00 
9.79 
8.78 
10 .68 
9.94 
10.13 
9.28 
9.62 
10.73 
10.61 
9.57 

: ; : il72:'. 
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8.66 
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-7 CI- 



TABLE I 

30.56 
29.70 
31; 79 
v:26.11:- ' 
24,74 ; 
23,78 
22.56 
24.31 
23.47 
23.47 : 
24.43 
23.97 
23 . 05 
22.23 
23.19 
22.38 

22.01 
22.60 
21.20 
21 ,66 
20.72 
20.82 
19.88 
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20.87 
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22.21 
19.76 
18-40 
17.64 
16.35 
15.29 
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24.30 
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25.19 
25 .96 
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25,82 ' ^ 
:26:-.43V 



81.97 
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84.11 
85.10 
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85v42 
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88.21 
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88.21 
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15.00 
•15-00 
15.00 
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15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15; 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
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TABLE 

8,09 ■ 27^93;: : 

8i08 25; 84 

7.02 24.21 

5,69 23^70 

5.24 ■ 24 .18 
:yY;4V0^ :;: : :24;^2^ 

5,66 22.17 

4.31 21.58 
:;-|4 : ;^|^;-; 20.07 

5.50 19.63 
5.63 18.14 
6.16 24.19 

'' :: ':5> ; B4: . 24.63 

5.51 26.11 
:: ':4:,:53y 26.54 

: ; : :6.:99 ? : %$&$&f 

7.32 22.88 
8.14 22.58 

9.92 24.80 : 

11.71 23.43 

l :; :6^;3:0v"/v26y:87v ' 

6; 09 28,30 

• 4.72 28,57 

%.$B:-['- 29.41 , 

7.19 28.91 
-4^37 •• 27. 84 

3,07 28.02 

1.95 27.63 

0.88 28.23 

/•2:,#..; ; 27vl7 ' : 

3.78 27.79 

2.21 26.64 

1.10 26.92 

0,03 26.95 

1.43 24v68 

2.20 27; 51 
:2-.:2'l;/ 28.25 
1.97 29.74 
1.45 30,43 
3 , 55 28 . 07: 



83.52 15 . 00 

82.22 15 .00 

86.51 15.00 

86.81 15.00 

88.19 15.00 

88.38 15.00 

86.76 15.06 

87.17 15.00 

87 .30 15.00 

?88.22 15,00 

88.27 15.00 
89.15 15.00 
90.51 ; 15.00 
90.47 vls:O0 

91.07 15.00 
91.49 15.00 
91.65; 15:;O0 
92.89 15.00 
92.68 15.00 
92.76 15 . 00 
93.04: 15.00 
92.63 ISiOO 
89.73 15.00 
89.58 15.00 
88,98 15.00 
89.47 15.00 
88.71 15.00 
87.92 15; 00 

87.28 15.00 
88,24 15.00 
88.22 15:00 
85.98 15.00 
8^;5l:-;;.-y : l5j^0x : 
84.88 15.00 

89.08 15.00 
90.04 15. PO 
91.36 15.00 
91.97 i5.00 
90.31 15V00 
91.82 15.00 
93.07 15.00 
92.86 15.00 
93,75 15 .00 
93 .81 / 15 . 00 : 
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• TABLE I . . 

: 127 ARG CG C. 3.44 27.25 95.07; 15.00 

127 ARG; CD 3 .83 25.82 94.84 15.00 

127 ARG NE 5.24 25,57 95.18; 15.00 

127 ARG CZ ' 5.76 • 24. 37- ' ... 95.39 • 15 .00 

127 ARG NH1 5.03 23.27 95.29 15.00 

127 ARG NH2 7.04 24.27 95.69 15.00 

128 VAL N 2.38 30.23 91.69 15.00 
128 VAL CA 2.22 31.64 91. 36 15.00 
128 VAL C 1.08 31.86 90.37 15.00 
128. VAL O 0.06 32.47 90.67 15.00 
128 VAL CB 3.53 32.20 90.78 15.00 
128 VAL CGI 3.48 33.72 90.75 15.00 

128 VAL CG2 4.72 31.71 91.58 15.00 

129 GLY N 1.27 31.35 89.16 15.00 
129 GLY CA 0.26 31.49 88.14 15.00 
129 GLY C 0.98 31.73 86.84 15.00 

129 GLY 0 2.11 31.28 86.67 15.00 

130 PRO N 0.36 32.47 85.91 15.00 
130 PRO CA 0.96 32.76 84.62 15.00 
130 PRO C 2.37 33.32 84.72 15.00 
130 PRO O 2.60 34.37 85.32 15.00 
130 PRO CB -0.03 33.76 84.02 15.00 
130 PRO CG -1.33 33.27 84.53 15 . 00 

130 PRO CD -1.00 33,01 85.99 15.00 

131 VAL N 3.32 32.57 84.15 15.00 
131 VAL CA 4.72 32.96 84.13 15.00 
131 VAL C 5.09 33.29 82.67 15.00 
131 VAL O 4.48 32.77 81.73 15.00 
131 VAL CB 5.63 31.83 84.73 15.00 
131 VAL CGI 5.57 30.58 83.89 15.00 

13 1 VAL CG2 7 . 07 32 . 28: 84 ^;86 15 . 00 

132 SER N 6.03 34.23 82.49 15.00 
132 SER CA 6.49 34.64 81.17 15.00 
132 SER C 7.58 33.70 80.71 15.00 
132 SER O'-/-' ;;8. 60 33.56 81.40 15.00 
132 SER CB 7.08 36. Q5 81.25 15.00 

132 SER OG 6.16 36.98 81.80 15.00 

133 VAL N 7.39 33.03 79.58 15.00 
133 VAL CA 8.39 32.10 79.03 15.00 
133 VAL C 8.84 32.58 77.67 15.00 
133 VAL O 8.20 33.43 77.06 15.00 
133 VAL CB 7.86 30.66 78.87 15.00 
133 VAL CGI 8>20 29 .83 80 .07 15 ,00 
133 VAL CG2 6:37 30.65 78.66 15.00 
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TABLE I ■ 

134 ALAN 9.98 32.08 77.21 15.00 

134 ALA CA 10.51 32.42 75. 89 15 . 00 

134 ALA C 10.71 31.08 75.20 ; 15. 00 

134 ALA O 10.94 30.09 75.89 15.00 

134 ALA CB ; r 1%81 33.16 76.01 15.00 

135 ILE N 10.58 31.02 73.88 15.00 
135 ILE CA 10;74 29.75 73 .17 15.00 
135 ILE G : 11:.;25 29 .93 71 ; 74 15.00 
135 ILE .0 11.54 31.04 71.29 15.00 
135 ILE CB 9.39 29.00 73.05 15.00 
135 ILE CGI ••; 8.32 29.93 72.47 15.00 
135 ILE CG2 8.98 28.39 74.37 15.00 

135 ILE CPl 7.01 29.26 72.13 15.00 

136 ASP N 11.37 28.80 71.04 15.00 
136 ASP CA 11.80 28.77 69.65 15.00 
136 ASP C 10.54 ; 28.;58 68.80 15.00 
136 ASP 0 10 . 02 27 .47 68.67 15. 00 
136 ASP CB 12479 27.62 69.36 15.00 
136 ASP CG 13.23; 27.57 67,89 15.00 
136 ASP OD1 13.18 . 28.61 ; 67.20 15; 00 

136 ASP OD2 13.64 26.49 67.41 15.00 

137 ALA N 10.05 29.68 68.24 IS. 00 
137 ALA CA 8.87 29.65 67.41 15.00 
137 ALA C 9.23 29.70 65.91 15.00 
137 ALA O 8.38 30.00 65.07 15.00 

137 ALA CB 7.97 30.81 67.79 15.00 

138 SER N 10.47 29.35 65.57 15.00 
138 SER CA 10.91 29.38 64.18 15.00 
138: SER; C 10. 40 28.27 63 .28 15. 00 
138 SER O 10.47 28.39 62.06 15.00 
13 8 SER CB 12 .43 .': 29.40 64. 10 15.00 

138 SER GG 12.93 30.59 64.68 15.00 

139 LEU N 9.85 27.22 63.87 15.00 
139 LEO CA 9.36 26.07 63 . 12 15.00 
139 LEU C 8.06 26.32 62.36 15.00 
139 LEU O 7.07 26.74 62 .94 15 .00 

•J139' LEU CB 9 Vl7 24.86 64.04 l5;0b; 

139 LEU CG 10.27 24.49 65,02 15.00 

139 LEU CD1 11 ;6i 24 .35 64 . 3 0 15,00 

139 LEU CD2 •-: , 10 .33 v 25 ^54 ■ 66 .14 15. 00 . . 

140 THR N 8.06 26.00 61.06 15.00 
140 THR CA r:,- - ' ;.\6 ' 87^ vr ^26 .19: ' "' 60 . 24 ' 15 . 00 ' ■ 
■%fo.:0#p;yjw;^m3$ :: 25.38 601 86 ' 15 . 00 
140 THR O 4.56 25.75 60 . 77 15.00 



1* 
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140 THR CB 
140 THR OG1 

140 THR CG2 

141 SER N 
141 SER CA 

';>i4l::;isERvG,':': 

141 SER 6 
'.- 141 SER CB . 

141 SER OG 

7*42.* ?p:>c - : 

142 PHE O 
142 PHE CB 

142 PHE CG : 
142 PHE GDI 
142 PHE CD2 
142 PHE CE1 

142 PHE CE2 
!: ;l|42:.pHE:;.CZ •'• 

143 GLN N 
143 GLN CA 

; : ;143VcGlil^C-' 

143 GLN; CB 
143 GLN CG 
143 GLN CD 

143 GLN OE1 

c143*"g^:: : .ne2:; ; 

144 PHE N 

i44;:;PHEvCA':^ 
144^PHE\:C'\-:**' 
144 PHE 0 ; 
144 PflE CB ■/ 

144 PHE; CG : 
144 PHE CD1 
144 PHE CD2 
144 PHE CE1 . 
144 PHE CE2 

144 PHE CZ 

145 TYR N 
145 TYR CA 
145 TYR C 
145 TYR O 



7.09 
8.35 
6.00 
6.11 
^5il4. 
4.49 

•..;3.^||- 

5.83 
7.14 
5.25 
4.74 
3.80 
2 .78 
5.88 

: 5.41 

5.07 
5.31 

4^89 
4.55 
4.13 
3.31 
1.93 
0;95 
4.05 
5.12 
6.22 
':5:'. : 97*-* 
:'7 : . : '45; 
1.84 
0.54 
-0.14 

o:i.56' : :: 

1.57 

■i:^63-: ; :-- 

2.50 
3;27 
3.32 
0.27 
0.30 
1.80 
2.22 



TABLE I 

25.72 
26.21 

26.29 

24.29 

23.42 ■ 

24.13 

23 . 91 

22.12 

22.36 

25 . 01 

25 .76 

26.83 

27.12 

26.41 

27.24 

28.58 

26.70 
' 29:36 

27. 47^ : 
28.81 
27.43; : ' 
28.49 
28.03 
28.72 
29;25 
30.14 
:30;£;52::?:>. : 
31.14 , 
30.19 
26.82 
26.30 
25.30 
24.53 
25.79 
24.68 : 
J23-;^54 >; - 
24.75 "J 
22.49 \S 
^23^71: \. i 

22.58 : 

25.33 ■" .i 

24.45 i 

24.73 ■ 

25 ,89 i 



58.78 
58.30 
57.88 
61.54 
62.20 
63.38 
63; 69 
62.64 
63.15 
64.02> 
65.15 
64.66 
65.30 
' 65.94 
67. 0| 
66.91 

set J37 

67.97 
69.44 
69.24 
63 .52 
62.99 
62,57 
62.84 
i61:;;89:;:; 
62.48 ; 

60. 47S 
61.86 

62.06: 

61.57 
62. 52 
62 .12 ; 
60.11 
59.84 
60.63 
58.73 
60.32 
58.42 
59.22 
63.79 
64.81 
64.93 
64.92 



15.00 
15.00 
15.00 

' :: ,i5'..:.oo- 

15 . 00 
15.00 
15.00 
15.00 
15 <O0 
15 . 00 
15.00 
15.00 
15.00 
15.00 

is. 00 
15 .dp 

15.00 

15.00 

15:00 

15,00 

15.00 

15, 00 

15.00 

15 . 00 

15.00 

15.00 

15.;00 

15.00 

15.00 

15.00 

15.00 

15>00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



145 TYR ; CB'f 0.36 

145 TYR CG -0.43 

145 TYR CD1 -0.28 

145 Tm CD2 ^1.38 



:l45:-T^4:rifei : '-. :: - : 




145 TYR-'CEi'^'-'- 


A • xD 


145 TYR CZ 


;-: : ;^X.».JFJ7: 


145 TYR OH 


— A'.. : ;-/:0; 


146 SER N 


x • 0 u 


146 SER PA 




14i 6 SER C 


\ — *|;.: ; 0.;p: 


• 146 SER O 


: • no. 


14 6 SER '■ ■ 




• 14 6 • : . QRP nfe 

. * " • • .-Wfi*** •' ••>A>.::..:::.- ;:■ 


; — ft . ftO: ; 


1 47 T.YS :i N 


• .T J . 2f Oj' 


147: ; Tivc : p:'j^\V." 


: . —ft .;ft O: 


147 TiYQ P 




147 T.V^ Ci 


~4 • 


1 47 Ti.VQ 




147 T VC pt 


-□.•76 


■ 147 t.vq inn 


— "7 : 1 1 


147 T'iVQ'- : />P- ; : :: 


— /.. XSJ 


147 T-.VC 1J7 


- / . Zo 


14 ft CZT .'V is '■ 

X** 0 : \JXJ X; ; XM : . • 


-0 . 63 


14ft CT.V f*A 

XVO UuX Wi • 


:. . : — Z > I D 


148 • ntiv It? ■'• •'• • 




14 ft ct.v n 




14 Q VAT. M 

XM^ ; ..... VnlJ XM: : 


• : ' : A : "'^ l ' 


14 Q VAT. 


: : ,:v;y.:V:5«?;, 


l4 : Q :: - : \^Tv-- P i: V • 


•■"V :V '1 '■•• : 'c-c--" 
:v,:: : 4^y« : / 


149 VAT. VS 


•v;;:;2>:G6:.y : 


149 VAT. 




149 VAT. fYil 
X*^ VAJj \^VJX, 


2.06 


149 Vat rvo 

±**y VALt 


-0.34 


x DU TYR N 


2 .21 


150 


3,25 


150 


4.60 


i50>^1^v;P;:;' : ' 


•••/5.-2(5 


iSO.-TTO-: CB; •• 


3.39 


150 


4; 42 : 


150 TYR CHD1 


,'.l4;v3:?;; 


isoui^^^ 


i5^;44i : : : : 


150 tyr; CEl 


5.36 


l-SO. , , ^; : ^2 ; : ; '/ 


: :<.r6::.;4;i:; : : : 



TABLE I . . 

24.72 66.17 15.00 

24.13 , 67.33 15.00 
22.79 67.70 15.00 
••%i^9tj.;\/ 68>01 : 15 .00 

22.23 68.70 15.00 

24.35 69.01 15.00 

23.01 69.35 15.00 

22.46 70.34 15.00 

23 <68 65.08 15 . 66 

2^.84 ; •"' 65; 20 15.00 

221:98: ' . : -66>30: y 15 . 00 

23.29 66.81 15.00 
23.59 63,84 15,00 

22.30 63.31 15.00 

; : 21. : 91 v 66,67 : 15:66: 

21.04 67.73 15.00 
20.00 68.23 : 15.00 
19.67 67.51 15.00 

120.:37;y: . 67 . 27. ." ' 15 .00 • 

19.70 65.88 15.00 

19.05 65.50 15.00 
18-65 64.01 15.00 
19.82 63.07 15.00 
19.55 69.48 15.00 
18.55 70.07 15.00 
19.09 70.85 15.00 
20.29 71.06 15.00 
18.18 71-31 15.00 
18,54 72.07 15.00 
18.70 71.06 15. 00 
17.74 70.39 15.00 
17.46 73.14 15.00 
17.86 ; 73.93 ,'' 15.00 
17.26 74.08 15.00 
19.90 70.99 15.00 
20 ;2i 70.03 15.00 
19.64 70:34 15.66 
20.08 71.28 15. 00 
i21.72 : v 69 . 86 15,00 
22.11 68.81 :: 15.00 
21.53 67.54 15.00 • 
23L02 4 69 ; 11 ' 15.00 
21.85 66.58 15.00 
23.33 68.15 15.00 
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: TABLE I 




150 TYR CZ 


;; 6.37 


22.74 


66.90 


15.00 




7.34 


23.02 


65.97 


15.00 


15 i TYR N 


5.03 


18.69 • 


69.53 


•• 15;00 


151 TYR:;CA-- :.' 


6.35 


; 18.11 


69i70 


15.00 


•::i5 : 'l ; :';TyRv-.C ; ;' 




J-H8. ; 15 ; 


68.37 


15400 


151: TYR 0 


2 6 - 65 


.V.17.5V* 


67,39 


' 15.00 
.. 15-60 


151 TYR CB 


6.30 


16-68 


70.20 


15i TYR CG 


7.67 


16; 22 


70.63 


15.00 

15i;6e 




;U 45,; 


17.62 ' 


71 .46 


151 TYR CD2 


8.20 


15.02 


70.17 


15.60 


151 ■^^.;^E1 




1 . *6v65 


71-32! 


15.00 


151 TYR CE2 


9.50 


14>63 v 


70,52 


15 .00 


151 TYR CZ 


10.26 


15.45 • 


71.35 


15.00 


151 TYR OH 


11.55 


15.08 


71.70 


15.00 


152 ASP N 


8.21 


18.85 


68.35 


15;p0 


152 ASP CA 


8.98 


18.96 


67.12 


15 . 00 


152 ASP C 


10.47 


18.82 


67 .44 


15.00 


152 ASP |p 


11.08 


19.72 


68 .03 


15.00 


152 ASP CB 


8.70 


20.31 


66.45 


15.00 


152 ASP CG ; 


9:v22'; : ; 


20.37 


65.03 


15.00 


152 ASP OD1 


8.48 


19.96 


64.12 


15.60 


152 ASP OD2 


10.37 


20.82 


64.82 


15.00 


153. GLU N 


11.03 


17.68 


67.05 


15.00 




12.44 


17.38 


67.31 


15.00 


153 GLU C • 


13.40 


18.37 : 


66.69 


15.00 


^153yGLt%:0 : - : >V;? 


14.59 


:/!8>34 . ' . 


66.98 


15.00 


.153 ' GLU CB . 


12.76 


v 15.94; 


66; 86 


15.00 


153 GLU CG 


12.29 


15.56 


65.44 


15.00 


153 GLU CD ; ■ 


13.28 


15.95 ; 


64.33 


15.00 


153 GLU OE1 


14.38 


15.36 


64.28 


15.00 


153 GLU OE2 


12.95 


16.84 


63.50 


15 . 00 


154 SER N 


12.89 


19.26 


65.85 


15.00 


154 SER CA 


13.75 


20.24 


65.20 


15.00 


154 SER C : 


13 . 86 


21.54 


66.01 


15.00 


;154/ sra oV; : ::>;:; 


14.71 


22.38 •' 


65 . 71 


15.00 


154 SER CB 


13.20 


20.54 


63 . 80 


15.00 


154 >ser^;6g: : v 


14.08 


21.32 '.. 


63.02 


15.00 


155 CYS N -■• 


13 . 02 


21. 69 , ■ 


67 .03 


15.00 


155 CYS CA 


13.01 


22.90 


67.86 


15.00 


155 CYS C 


14^34 


; 23y.l7 ■ 


68.55 


15400 


155 CYS 6 


14 .74 


22.42 


69.45 


15 . 00 


155 CYS CB 


It. 86 


22 . 85 


68.87 


15.00 


155; ; :cys ;SG;:: : r ; '^ 


11.05 


24.47 


69.10 


15.00 


156'j^ ; Nr: : > ; : - : . 


15.62 : 


•.:2^23>: 


68.14 


15.00 



\00 



TABLE I 



^ 156 :A£N^ca. : 

^;;|56^ASN^ : :G6 . 
156 ASN: CG 
156 ASN 0D1 

156 ASN ND2 

157 SER N 
157 SER CA 
157 SER C . ; 

157 SER CB 

157 SER 0(3 
••15 6; ASP;:N::;-'-v ;V 

158 ASP GA 
158 ASP C 
158 ASP 0 
158 ASP CB 
158 ASP CG 

■ 158 AiSP pr>l . 

158 ASP 0D2 
15? A^: N 

' 15?;:.Asn: : :GA: 

159 ASN C 

15 9 ASN G ; : 
159 ASN CB ; 

159 ASN CG 

lSjg is^ODl' 

;l59f A^ :: yNr>2-'.: 

160: iiaif n 

160 LEU CA 
160 LEU C 
160 LEU O 

;:;160;::Lila;::CBj::;; :: < 
160 LEU CG- 
ieO- LEU CT^ 

160 LEU CD2 ■ 

161 asn n 

161 ASN CA 
161 ASN C 
161 ASN 0 . 
161 ASN CB 
161 ASN CG 
161 ASN OD1 



16.33 
16.29 
16.21 
17.16 
: 18.34 
V 18.89 
: 19.32 
16.46 
• 16.46 
17.39 
' 17.24 
16.79 
16;. 11 
18 ; 34 
19.29 
18.88 
19.31 
20.69 
: : ; 2i:57- 

: 2 1.02 

22.82 

18 . 07 

17.63 

16;22 

15.25 

17.69 

16 . 60 

16.93 

15.86 

16. 13 

14.83 

14.48 

15.25 

14>90 

15.29 

il5:v63;;; = 

14,20, 

1332 

12 .91 

li>44 

10.94 

13.25 : 

12>5? : 

11.36 



24.157 
25.23 
26.46 
25 .40 
25i.71 ; 
. 26 . 86: 
24 . 66 
24.39 
24.79 
25,95 
26.54 
23.56 
22.42 
26^27 
-27.:3S : 
28.70 
29.76 
26 . 96 
26.39 
25.82 
26v53 
28.66 
29.89 
30,22 
29,58 
29.76 
30.75 
31.98 
30.22 
31.16 
31.58 
32.83 
33.79 
31 . 88 
30.75 
31.34 
29.70 
32.82 
33.94 
34.33 
34.97 
33 .62 
32.35 
32.28 



68.70 
70.07 
; 70.19 
67.73 
68.28 
68.48 
68.57 
71 .09 
72.50 
72.87 
73.94 
73.34 
72 .84 
71.99 
72.24 
71.64 
72 . 09 
: ' i: 7i:. : 75 : :.. 
72.87 
73v85 
72.78 
70.59 
69.97: 
70.46 
70.04 
68.45 
67 .73 
67 .88 
66.96 
71, 39 
71.93 
71.16 
71.14 
73 . 44: V 
74.43 ;" : 
75.78 
74.54 
70.51 
69 .69 
69.76 
68 .85: 
68.24 
67,78 
67.67 



15.00 
15.00 
15.00 
15.00 
15.00 

4 15.60 

15.00 
: 15.00 
15.00 
15. 60 
15.00 
15 . 00 
lS.OO 

;i5v6o 

15 . 00 
15,00 
15.00 
15.00 
15.00 
15.00 
15; 60 
15; 00 
15.00 

15.00 
15.00 

15yQO 

15.00 
15.00 
15.00 
15 ,00 
15 ; 00 
15.00 
15; 00 

15.00: 

15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15; 00 
15.00 
15.00 
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- TABLE! 


161 ASN 102 


13.38 


■'. 31.31 


67.58 


162 HIS N 




33.90 


70.78 


162 HIS CA 


9.33 


34.31 


70.87 


: : 162. HiSfc. 


8.84 


34.19 


72.29 


162 HIS 0 5 

• /I62|h^ : :^.^.... 


• 8 .74 
8.i5 


33.09 
33JS1 


72 ,84 


162;1^ihiEp>- i 


7.10 


V 34-;l2- : 


69 .68 


162 HIS ND1 


6.93 


35.47 


69.42 


162 HIS CD2 


5.86 


33.58 


69 . 66 


162 HIS CE1 


5.64 


: 35.72 


69.24 


162 HIS: NE2 


4.97 


34.59 


69 .38 


163 ALA N : 


8.58 


; 35.35 


72 .90 


: 163 ALA CA V 


8.09 


35.40 


■ 74.26 


.•16S; : itovCi^: i 7 


6.63 


34.98 


74.30 


163 ALA 0 


5.78 : 


35.55 


73.61 


• 163 ALA CB 




36.79 


' 74. 81 


/:164-yAL? ; N;^^ 


6.36 


33.96 


75.09 


164 VAL CA 


5.02 


33; 43 


75.28 


164 VAL C 


' 4.69 


33,44 


76.78 


164 VAL 0 


5.54 ' 


33.79 


77.6:6 


' 164 VAL CB 


. 4.95 


32.00 


74.70 


164 VAL CGI 


5.97 


31 .10 


75.37 


164 VAL CG2 


■ ; 3 .57 


31.44 


74,89 


165 LEU N ; ; \ 


; 3-45 


33.09 


■■ 77.15 


165 LEU - CA 


3.04 


33.03 


78 . 55 


165 LEU C 


2.46 


31.67 


78,88 


165 LEU P 


1.65 


31.15 =-,: 


78.12 


1 65 LEU CB 


, 1 .96 


34 . 09 


78 .85 


165 LEU CG . 


1.43 


34; 18 


80.29 


165 LEU ;Cpl ' : 


2,39 


34.99 


81.12 


165 LOT <3D2 


0.06 


34.82 


80.33 


166 ALA N '" 


2 .87 


31.11 


80.01 


166 ALA CA 


; 2.35 


29.81 


80.46 


166 ALA C 


1.08 


30.09 


81.24 


166 ALA 0 


1.06 


30.96 


82.11 


166 ALA CB 


3.36 . 


29,12 


81.34 


167 VAL N - 


0.02 


29.38 


80,89 


i : 67^VAl§%;:-:: : ;; 


-1.29 . 


29.54 


81,52 


167 VAL C 


-1 ,67 . 


28.28 


82.34 


167 VAL 0 


: -2V:7:I 


28.21 


83.00 


167 VAL CB 


-2 .32 . 


29.91 


80.40 


167 VAL CGI 


-3.67 


29.28 


80.59 


167 VAL CG2 


-2.45 


31.41 


80.33 


168 PLY N 


-0.76 


27.32 


82.38 



15.00 

15.00 

15.00 

15.00 
15.00 

15.00 

15 V 00 

15.06 

15.00 
15%00 
15;00 
15.00 
: 15.00 
15.00 
15.00 
15, do •. 
15.00 
15.00 

15.00 . 

15.00 

15.00 

15,06 

15>p0 

ISvCH) 

•15'. 00 

15 .00 

15,00 

15.66 . 

1S;60 

15,00; 

15.00 

15.00 

15.00 

15.00 

15,00 

15,00 

15.00 

15; 00 ■ 
15.00 

15 .00 • ■ 

15 . 60 

15.00 
15.00 
15 . 00 
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168 GLY CA -0.99 26.12 83.13 15.00 

168 GLY C -0.16 24.99 82.57 15.00 

168 GLY O 0.86 25.22 81. ,93 15.00 

169 TORN -0,61 23.78 82.81 15.00 
169 TYRCA ... ; TOVbs;: 122,58 • 82.33 15.00 
169 TYR C -1.02 21.51 82.42 15.00 

; . J69 TYR: O ' ' ■ ;H2vll : ; 21,76 .. 82 ; 93 J ■ 15 . 00 

169 TYR CB l>?i7 22.22 83 .20 15.00 

169 TYR CG 1.02 22.11 84.70 15.00 

169 TYR GDI 0.52 20.94 85 > 28 IS ■ 00 

169 TYR a>2 ■ 1.32 ■ 23.18 ' : . 85. 56 ' ii^OO 

169 TYR CEl 0.32 20.84 86.66 15.00 

169 TYR CE2 1.12 23.08 86.94 15.00 

' I" TYR CZ 0.62 91 ' 87.48 : 15.00 [ 

*69 TYR OH ; 0.44 21 f 83 .. 88.85 . 15.00 

170 GLY N -0.71 20.33 81,90 15.00 
: 170 GLY CA - , ' ^1. 65 i ' 19. 23 ■ ■ 81.94 : 15.00 

170 GLY C -1.16 18.11 81.05 15.00 

170 GLY O -0.03 18.14 80.54 15.00 

171 ILE N - -2.04 17.15 80.81 15.00 
171 ILE CA ■ ' ,' : .■ -1,. 78 :'V: : 15. 98 ■ ■ : 79.97 > 
171 ILE C -2.96 15.87 79.00 15.00 
171 ILE O -3.95 16.60 79.14 15.00 
171 ILE CB -1.62 14.73 80.86 15.00 
171 ILE CGI -1.47 13.46 ' 80,02 15.00 ' 
171 ILE CG2 -2.76 14.65 81.87 15.00 

171 ILE CD1 -1.03 12.22 80.81 15.00 

172 GLN N -2.86 15,03 77.96 15.00 
172 GLN CA ; -3.i;97' 14.90 77.01 15.00 
172 GLN C -4.16 13.50 76.45 15.00 
172 GLN O -5.04 12.76 76.88 15.00 
172 GLN CB -3.79 15.89 75.87 15.00 
172 GLN CG -4.95 15.94 74.92 15,00 
172 GLN CD • /:-4 : .;83. 17.08 ' . 73.95 15.00 
172 GLN OE1 -3.81 17.24 73^8 15,00 

172 GLN NE2 -5,86 17.91 73,88 15-00 

173 LYS N -.3 .39 13 .15 75,44 15.00 
173 LYS CA -3.51 11.81 74,89 15.00 
173 LYS C -2,36 11.09 75.55 15.00 
173 LYS O -1.55 10.43 74.90 15,00 
173 LYS CB -3.36 11,82 73.36 15,00 
173 LYS CG -4.57 12,39 72.60 15.00 
173 LYS CD -5.81 11.53 72.82 15.00 
173 LYS CE -7.06 12.17 72,19 15.00 
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TAB^ 


I 


PCTAJSW/17S12 




d Q ' ' ' *i c 


11*45 


72.50 


15. 00 


174 GLV M 


_.7.'. 70 


11 • 24 


76.87 


15 .00 


• . A * : ^JiJ X : 


: , ■: ~:1 .20 


10.64 


77.60 


15.00 


• i / ^:. VjiJ* • V. • . 


P.03 


11 . 49 


77.36 


; 15.00 




1.17 


li^08 


77.62 


15.00 




- 0 .19 


12 .72 


76 .92 


15.00 


: 175 :ASN ; CA ; 




13v59 


76.64 


15.00 ^ 


175 ASN C 


1V02 


14 ; 78 


77.57 


15.00 




V .07 


15 .56 


77.70 


15.00 




U . 88 


14 .04 


75. 18 


15 .00 


1 / 5 : ASN CG: 


0.72 


12.87 


74.20 


15 .00 


17 5 r ASKT OD1 


v • 


12.77 


73 .49 


15.00 




.::\-^v-":'#:.: : 71. ; 


11.97 


74.19 ■ 


15 .00 •'■ 


I/O LIS N 


2.15 


14-88 


78.27 


15.00 ' 




2.42 




79:20 


15.00 -V 


176 • LY<v p 




1/ i 22 


78.34 


15.00 


v - i - , .Jk,/ ,, p. .JjX;5;-"-v- -x : v 


2 .76 


17.17 ' 


:'' : 77:.il6 


15.00 


176 LYS CB 


i. iJ3 : 


15.84 ' 


79.78 


15 .00 ; : ■ 


176 LYS CQ 


4^38 


^^14^4#:> 


79.93 


15.00 


, ■•176:^IiYS ; : ; ;;;GD;;: :: ;;-- 


4;27 




81.36 


15.00 


176 LYS CE 


4.98 


12.63 


8135 


15 . 00 


176 LYS NZ 


4.97 


; ;i2-i4 : 


82.96 


15.00 


177 HIS N : 


2.01 


18.36 


78,91 


15.00 
15.00 


177 HIS CA 


1.99 


19.58 


78.13 


177 IiIS C 


1.88 


20.86 


78.95 


15.00 


17 7 HIS 0 


1.47 


20 . 84 


80.12 


15.00 


177 HIS CB 


0.88 


19 . 53 


77.06 


15.00 
15.00 


J. / / nlS CG 


-0.52 


19.66 . 


77.59 


177 HIS ND1 


. -1-43 


18.63 


77.56 . 


15.00 


1/ / . H I S CD2 


-1.16 


20.71 


78.16 


15 . 00 


'177- .tiro 

177 HIS <CE1 


; ; : :--2;v : 57: ' : 


19.03 


78.08 


15.00 


17 / HIS NE2 


-2.-44 ; 


20.2? 


"::7;8 w^5V ; ' 


15,00 ' 


178 TRP N 


; ^.25: . 


■,;2l ?; 96.; 


78.31 


:: :i5:,- ; op.- ; 


I'O XKF: CA, 


2.. 17 


23.29 


78.89 


15 . 00 


178 TRP C 


1.16 


24.04 


78.03 


15.00 


178 TRP 0 


1V20 


23.95 


76.79 


;"15-'0 ; 0 ; : - 


1/8 TRP CB 


3.52 


23.99 


78778 


15:00 


1 /o TRP CG 


4 . 66 


23.32 


79.46 


15.00 


'"' -1' 7 O "' ' JIM) TV -V^T^ «1 '• '" ' " 

1 t o TRP GDI ; 


V 5.71 


22.70 


78:87 


15.00 


178 TRP GD2 


4.94 


23.34 


80.86 


15.00 


178 TRP NE1 


6.65 


22.35 


79.80 


15,00 


.1*7 O - mnn ji' ii i ■ i l 

178 TRP CE2 


6.21 


22 . 73 


81.03 


15.00 


178 TRP GE3 


4.26 


23 . 83 


81.99 


15.00 


178 TRP CZ2 


•6.80 


22 . 60 


82.29 


15.00 



to 4 
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178 TOP CZ3 

178 TOP GH2 

179 ILE N 

179 ILE C 
179 ILE 6 
179 ILE CB 

,. . 179 ILE CGI 

179 ILE CG2 
; ' ' ' 179 iLE CDl 

180 ILE CA 

• 180 llLE|Ck;^ 

180 ILE CBl 

180 ILE CG2 

180 ILE CDl 

181 LYS N 
181 LYS CA 

:: .§81/LjlfSi>G:^':':' 
181 LYS O 

181 LYS CB 

1S1 LYS:: ;^:%, 

181 LYS CE 

■ 181 LYS NZ 

182 ASJJ N 

-\ 182 ASN CA 
< ' /182; A^;ic : ; . ; .'.'7 

.182 as^;^,;-;"./,: 

182 ASN CB 
182 ASN :CG 
18 2 ASN OD1 

182 ASN N02 

■ : 183 SER N 

■ 183 SER CA 
' 183 SER C 

• 183 SER O : ;-V;.': 
•■ .' 183 SER CB 

183 SEROG 

184 TOP N: 
184 TOP CA 

" 184 TOP; C 
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TABLE! 



■■'■■A- AC 

: « > 0 ? ,. 


23.70 


83.23 


15.00 


•• o. 12 


' -ft ft A ft 

23 . 09 


83 .38 


15 -Q0 


•'. n oo 


24 . AD 


78 .66 


15.00 


• ^A . *7Q ■ 


20 . Dl 


77 . 92 


15.00 




2o .89 


77 . 64 


• is^OiO 


-*v : /Si- : • .-'fto : : ■■ 

^ 0 i 07 


: V 27 .71 


78/54 


15.00 


-2 i 08 


: V;-2'5:. :: 66 


78.74 


15.00 


•,r-:Z ? - p- : '/ '.- 


24 . 27 


79 . 03 


15.00 


A*7 


ft f- v- 

26 .56 


78.02 


15.00 




ft X ft r 

24.25 


80. 04 


15.00 


..' h :o i :" 


A*T AO 

27 , 09 


76.39 


15.00 


ri :: - : c >• • 

U i OJ: 


28.33 


75.96 


15. do 


. U; • 1 / 


o ft on 
29.28 


75.34 


15.00 


-1 .09 


Oft- ft c 

28.85 


74.65 


15v00 


'■•AA'' 


28.05 


74. 99 


15.00 


.32 


28 .14 


75.72 


15.00 


:.;yl-V:9.7>V- 


28.97 


73.83 


15.00 


3 .53 


27.06 


76.73 


isvqo; 


A A A : 

0 . 00 


• • • ft "A ef'O- 

3:0.57 


75.64 


15.6 b 


: ' : 'A' ; '0 : C : -' 

rrO . 85 


31. 66 


75.14 


15.00 


: A-.': h i 

-O.Ol 


32.55 


74 -22 


15.00 


A 0 1 


33 • 23 


74.68 


15. 00 




32.51 


76.30 


15-00 


-2 . 27 


33.66 


75.84 


15.00 


-2 ; bl 


^:A - ft?ft 

34 .72 


76.91 


15.00 


-3 .38 


35 .84 


76.37 


15^^ 


-3 .58 


36.94 


77.35 


15. 00 


-0 . 32 


ft ' f~ y- 

32.56 


72.93 


15;00 


0>44 . 


33 . 36 


71; 97 


15/00 


-o. is 


34.74 


71.73 


15.00: : 


-1.29 


35-00 


72.17 


15.00 


U . DO 


■ «V - C ft 

32 . 59 


70.66 


15.00 


X.OO 


32.87 


69,93 


15 .00 


2 .41 


33.95 


70.05 


15. 00 


2.31 


31. 89 


69. 17 


15 .00 


-ft ere: ■ ' 

0 .55 


35.64 


71.08 


15.00 


0 .03 


36.98 


70.82 


15.00 


: 0;32 


37.19 


69.34 


15.00: 


0.25 


38.31 


68-82 


15. 00 


1 .03 


38.04 


71.25 


15>O0 


2 .31 


3 7 . 86 


70:. 69- 


15,00 


■:6.i: ; :74^' : : 


36.12 


68.68 


15.00 


L;05:' : '.-' 


• 36.18; 


67.26 


15.00 


2.53 


36.23 


66.88 


15.00 
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: 184 TRP 0 
184 TRP CB 
184 TRP CG 
184 TRP GDI 
184 TRP CD2 
184 TRP NE1 
184 TRP CE2 
184 TRP CE3 
184 TOP GZ2 
:V;I'^ : 18^ : ^TRP ;: C23: 

184 TRP CH2 
■ ./ -.185- GLY K 

: 185 GLY CA 

185 GLY C 

185 GLY O 

186 GLU N 
186 GLU CA 
186 GLU C 
186 GLU O 
186 GLU CB 

W166 GLU CG 
186 GLU CD 
186 GLU OE1 

186 GLU OE2 

187 ASN N 
187 ASN CA 
187 ASN C 
187 ASN O ■; 
187 ASN CB 
187 ASN CG 
187 ASN OD1 

187 ASN ND2 
C'' : ^88;'T^^N.->. 

; V- L\ ;iai;TRpyc^ • 

188 TRP C 
• 188 TRP O 

': 188 trp cb 

188 TRP CG ' 
188 TRP CD1 
188 TRP CD2 
188 TOP NE1 
188 TRP CE2 
188 TRP CE3 
188 TRP C22 
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TABLE I 



-9 P7 


1 ic no 


65 • 71 


15.00 


-fl ^ ft - 


ic hi 


00 i 55 


15.00 


1 i o 




00.54 


15 .00 


1 AS 


Tfi 71 


00.0 2 


1 r ' ts rt 

15. 00 


2 05 


T4 OQ 


OO.Z3 


• it-C-- ftft. 

15 .00 


3 18 

y- • ^ V 


Q7 




fl C : -ftft 

15.00 




ta cc 
. . y* « OO 


£ 11 
OO , 33 


1 : C rt rt 

15. 00 


1 OA 


17 7C 
j£ • / D 


rc o"7 

op . 0 / 


15 .00 




11 00 


CC ft ft 

00 . 09 


15 .0:0 


J«:1V : 


IO . fti 
3Z : . Ul 


o5 .63 


15.00 


••••A.: "5*7 . 


IO xn 


■c c ~t a ■ 

op .74 


15.00 




1 £ j o 


67 .85 


15.00 


: -t* -OX : . 


JO . j4 


67 . Dp 


15. 00 






CO "T C 

67.75 


« e* '. . : rtrt : " • 

15. 00 


^A 7c 




C*? Oft 

67 . 80 


15.00 


- A 7fi 

O •::/ © 


■': ic. ' i t: 


C*7 ft £ ■■■ 

67 . 86 


15.00 


— / . D« 


TO Ai 

33 . 91 


68 • 07 


15.00 


—7 Ri 


•JO OQ 

3z . 99 


66 .85 


15 .00 


" / . 03 


• il no 

31.78 


67 . 00 


15.00 


■ Q Q Q 


34.24 


68.44 


15:. 00 


— Q 1(1 


•1 c 1*1 
3D .32 


' • ^ft • ; ji « 
69 .49 


15.00 


1U • 4D 


ir 

.3p .0:3 


69 . 45 


15.00 


; i rt cr 

:*w • OO 


1<C OTI 


CO ..ci. 

68.51 


15.00 


11 7Q 


ic 0"7 


■ "7 ft. 1 vl 

70 . 34 


I C rt rt " 

15.00 


-7 A1 


11 to 
j j • Do 


CC CC: 

:6d .66 


^• C : • rt rt 

15. 00 




fl o, . 0 0 
J4. /O 


C A . A ft • 

64.42 


15.00 


— ft 14 


11 Ol 

; 3X . J / 


64 .30 


15. 00 


;.x V > V .-»■'. 


01. Vj 


C il ft 

63 .49 


15 .00 


";/■■ « 04 


■ '■1:1" CD 

33 . 00 


CI ^ ft 

63 .19 


15 .00 


"O t o.u 


1 1 nc 
33 .Up 


CO "1 -A' 

62.14 


is. 00 


TP * A / 


1*1 CO 

3z . DZ 


C ^ " . «t : ft 

61.10 


15.00 


-Q on 


11 10 
Jj .10 


CO 10 
oz i 3o 


IC- ftft 

15.00 




1 *5 1 1 
JZ .31 


: C C *1 ft 

65 .10 


15.00 




; 1T : " co • 
3X.D/ 


' - C C rt »7 

65 . 07 


15.00 


AC 


in 1 a 
3U . 34 


C C ft c 

65.95 


15 . 00 


_d 70 


in 41 
3 U . 4 1 


C c 0 e 
66 . 95 


^ CT rt rt 

15.00 


-0 71 

T,46. .. i.X 


1 0 10 
3z . 38 


65.64 


15. 00 




'■II C ft 

31 .59 


65.56 


15. 00 


tO . 68 


31.41 


64.46 


15.00 


-0.89 


30.74 


66.58 


15.00 


0.30 


30.49 


64.71 


15.00 


0v20i 


30,06 


66.00 


15.00 


-lv21 


30.49 


67.92 


15.00 


0.97 


29,14 


66.71 


15.00 




TAKE I 



188 TRP GZ3 

188 TRP CH2 

189 GMT N 
189 GLY <jg£ 
189 QLY G 

189 GLY :G = 

190 ASN N 
190 ASN CA 
190 ASN C 
19 0 ASN G v 
190 ASN CB 
190 ASN CG 

190 ASN GDI 
19 0 ASN ND2 

:191 LYSCtJ:; r\ 

191 LYS: CA 

i9i iwsic- : M'- 

191 LYS 0 
19,1- LYS. :"CB" 
191 LYS CG 
191 LYS GD 

191 LYS CE 
•191 LYS NZ 

192 GLY N 
192 GLY CA 
192 GL Y C 

192 GLY: O 

193 TYR N 
193 TYR CA 
193 TYR C . 
193 TYR 0 vvV 
193 TYR CB 
193 TYR CG 
193 TYR GDI 
193 TYR CD2 
193 TYR CE1 
193 TYR CE2 
193 TYR CZ 

193 TYR OH 

194 ILE N 
194 ILE CA 

194 ile; C 

194 ILE O 
194 ILE CB 



-0.44 
0,64 
-3 J 38 
-3.46 
-4.84 
; -5.86 
-4.87 
-6,10 
-6.74 

; ;'';:-6 : ;.67 . 
■• ^5;i'76- 
-6,97 : 

: , : ;-.-:8siii- 

-6,73 : 
\ : -7.:33 - 

'; ; ^7l^iv 

-7.36 
-9.20 

^10,33 
-11; 50 
-12.26 : 
-11.42 

:-.-5 :: .|79;/ 
-4.80 
-3.88 
-2.79 
-4.28 
-3.43 . 

^2 . '80 ,; 

•>3-2S 

'r^iJii; ■ 

.^4. 63.: * 

-3.77 
-5.85 
-4.12 ' 

'-6:->|21^ 

-5.68 
-1.73 
-1.01 
-0.53 . 

0.04 

0 .20 



29.57 
28.92 
29.25 
28 . 02 
27.67 
27.96 
27.07 
26.65 
27.83 
27.92 
25,58 
24.84 
25.26 
23 .72 
28.75 
29.96 
30.82 
31.36 
29 .62 
28,92 
• 28.(56 
;• 27:39 • 
•; ;; 26:il6 /• 
30.96 
31.75 
30 .93 
31.39 
29.72 
28.86 
27.69 
27 .27 
28.31 
29.36 
29.78 
30.00 
30 . 82 
31,05 
31.45 
32.50 
27.17 
26.02 
25.21 
25.75 
26.40 



68.62 

68 . 02 

65.60 

66.36 

66.87 

66.24 ; 

68.04 

68.68 

69.39 

70.61 

69.71 

70.19 

69.96 

70.87 

68,61 

69.14 

69.95 

71.00 

69.99 

69.26 

70.20 

69.82 

70 .01 

69.45 

70.13 

70.99 

71.32 

71.35 

72 . 18 

71,45 

70.39 

73.39 

74.36 

75.37 

74,22 

76,22 

75.06 

76.06 

76.87 

72 . 05 

71. 53 

72 . 71 

73.66 

70.62 



15 .00 
15 . 00 
15 . 00 
15,00 
liS . 00 
15 .00 
15.00 
15.00 
15.00 
15,00 
15.00 
: 15 . 00 
15.00 
15; 00[ 
• 15.06 

15:00 

15.00 
15.00 
15,00 

3.5.00:; 

15.00 

15.00 

15; 00 

15.: 00 

15. 00 

15.00 

15 .00 

15.00 

15.00 

15.66 

15.00 

15,66 

15; 00 

i5. 00; 

15. 06 

15,00 

15.00 

15.00 

15.00 

15.00 

15. OQ 

15.00 

15.00 

15.00 
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194 ILE CGI 
194 ILE CG2 

194 ILE GDI 

195 LEU N 
195 LEU CA 
195 LEU C 
195 LEU O '■ 
195 LEU CB 
195 LEU CG 
195 LEU GDI 

195 LEU CD2 

196 MET N 
196 MET CA 
196 MET C 
196 MET 0 
196 MET CB 
19 6 MET CG 
196 MET SD 

196 MET CE 

197 ALA N 
197 ALA CA 
197 ALA C 
197 ALA O 

197 ALA CB 

198 ARG N 
198 ARG CA 
198 ARG C 
198 ARG O 
198 ARG GB 
198 ARG CG 
198 ARG CD 
198 ARG NE 
198 ARG CZ 
198 ARG NH1 

198 ARG MH2 

199 ASN N 
199 ASM CA 
199 ASN C 
199 ASN O 
199 ASN CB 
199 ASN CG 
199 ASN OD1 

199 ASN ND2 

200 LYS N 



1.05 25.15 

: ' 1: 04 ' 27.49 
■ 25.42 

-0.86 23.92 

-0.45 23.00 

0.90 22.46 

0:99 21; 68 

^1.43 .21.83 

-2;45 21,90 
.vt3V3:8V; 23.07 

-3.23 20.60 

1.95 22.94 

3.31 22 :50 

3.70 21.30 

2.97 20.96 

; 4t27 23.66 
:o"4il6; : :;-;- 24,69 

541 26.17 

6.79 25.64 
4.85 20.69 

':;5>27v^;,; 19.52 

5.99 19.75 

7.03 20.42 

6; 07 18.58 

; ':';5;.: : 43 . 19.14 

5.99 19.22 

6.80 17.96 

: y6*4l; ; :. : .16:..84; 

; 4.89 19,44 

5.35 19.32 

4.48 20.12 

3.68 19.72 

2.62 18.64 

3.46 17.86 

1.33 18. 34 

7.96 18; 18; 

8. 87 17.11 

9.57 16.30 

10.36 15.40 

821 16.18 

8.15 16.81 

7.06 17.06 

9.31 17.07 

9.31 16.63 



70.32 15.00 

71.24 15.00 

69.60 15.00 

72.69 15.00 

73.73 15.00 

73.34 15.00 

72.42 15.00 

73.83 15.00 

74 .96 1^.00 

. 74.76 15.00 

74.98 15.00 

74.01 15.00 

73.75 :15. 00 

' 74 : . 64i" ? Hs , 60 \ 

75.57 15.00 

73.96 ' 15.00 

72.88; 1 15.00 

73.23 15.00 

72.90 15.00 

74.38 15.00 
75.15 15.00 
76.49 15.00 
76.57 15.00 
74.28 : 15.00 
77.54 15.00 
78.88 15.00 
79.20 15.00 
78.86 15.00 
79:92 15.00 

81.39 15 ,00 
82;35 ISLOO 
82.36 ; 15.00 
82.99 15.00 
83 J 66 15 .00 
82.95 i5. 00 
79 . 83 15.00 
80.24 15 loo 
79.13 15.00 
79:43 : 15. 0() 
81.28 15.00 
82 . 68 15.00 

83v27 , 15;iti 

77V88: 15.00 
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200 LYS CA 9.97 15.94 76.77 15.00 

200 LYS C 11.29 16.67 76.54 15.00 

200 LYS O 11.54 17.17 75.45 15.00 

200 LYS CB 9.11 15.96 75.49 15.00 

200 LYS CG 8.09 14.81 75.36 15 00 

200 LYS CD 8 .32 14.01 74.06 15. 00 

200 LYS CE 7,22 12.96 73.78 15 00 

200 LYS NZ 5.87 13,49 73.41 15.00 

201 ASN N 12.13 16.71 77.57 15.00 
201 ASN CA 13.42 17.39 77.56 15.00 
201 ASN C 13.27 18.81 77.00 15.00 
201 ASN O 13 .24 18.99 75.80 15 .00 
201 ASN CB 14.47V : 16.61 76.74 15.00 
201 ASN CG 15.92 17.21 76.86 15.00 
201 ASN OD1 16.88 16.46 77.06 15.00 
201 ASN ND2 16,06 18.52 76 ,67 ; 15. 00 

15, # ' 
15.00 
15.00 
15,00 
15.00 
15.00 



202 ASN N 13.15 19.80 77.89 

202 ASN CA 13.04 21.22 77.54 

202 ASN C 12.73 21.51 76.05 

202 ASN O 13.56 22.10 75.34 

202 ASN CB 14.35 21.92 77.95 

202 ASN CG 14.13 23.30 78.56 

202 ASN OD1 13 . 04 <. 23, 64 : 79 . 00 15 . 00 

15,00 
15.00 
15.00 
15.00 



202 ASN; ND2 15.18 24.09 78.60 

203 ALA N 11.55 21.12 75.59 
203 ALA H 11.67 20.72 76.05 
203 ALA CA 11.15: 21.27 74.19 
203 ALA CB 10.97 20.66 73.61 15.00 

is: 00 

15 .00 
15 . 00 



203 ALA C 11.04 22.76 73.85 

203 ALA- O 10.23 23,49 • 74.41 

204 CYS N 11 .83 23. 20 72. 87 
204 CYS CA 11.81 24.59 72.40 15,00 

15.00 
ISvOO 



204 CYS C 12,38 25. 57 73 ; 42 

204 CYS O 12.06 26.76 73.36 

204 CYS CB 10.39 25.02 72.00 15.00 

15,00 



m CYS SG 9.66 24.16 70. 56 

205 GLY N 13.21 25.07 74.33 15.00 

15.00 
15.00 

205 GLY O 13.17 27.80 76.64 15.00 

15.00 



205 GLY CA 13 .84 25.89 75. 36 

205 GLY C 12.87 26.70 76.20 



206 ILE N 11.72 26.10 76.48 

206 ILE CA 10.67 26.74 77.23 

206 ILE C 11.05 27.11 78.67 

206 ILE O 10.90 28.27 79.08 15.00 



left 
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206 ILE ; ;CB;.; ; 9.41 25.66 7.7.17 15.00 

206 ILE CGI 8.20 26.58 77.77 15.00 

206 ILE CG2 9,69 24-53 77; 81 15.00 

206 ILE CD1 6.88 25,88 77.49 15,00 

. 207 ALA N;\ ' 11,62 • 26;i7 = ;. 79.41 ."• ; 15. V 00 \ 

207 ALA CA 12,03 26.40 80.79 15.00 
207 ALA C 13:38 27.11 80.93 15.00 
207 ALA 0 13.98 27.10 82.01 islob 

207 ALA CB 12.05 25.09 81.54 15.00 

208 ASN N 13,84 27.74 79.86 15.00 
208 ASN CA 15.12 28.43 79.86 15.00 
208 ASN C 15.08 29.92 80.08 15:00 
208 ASN O 16.13 30.53 80.28 15 .00 
208 ASN CB 15.84 28.22 78.54 15.00 
208 ASN CG 16.81 27.09 78.60 15.00 
208 ASN OD1 16.50 26.04 79.14 15.00 

208 ASN ND2 17.99 27.30 78.04 15.00 

209 LEU N 13.91 30.54 79.98 15*00 
209 LEU CA 13.84 31.98 80.18 15.00 
209 LEU C 12.65 32.45 81.02 15.00 
209 LEU O 12.23 33.63 80.94 15.00 
209 LEU CB 13.89 32.69 78.83 15.00 
209 LEU CG 14.33 34.16 78.81 15.00 
209 LEU CD1 15.60 34.32 79.63 15.00 

209 LEU CD2 14.56 34.61 77.37 15,00 

210 ALA N 12.15 31.57 81.87 15.00 
210 ALA H 12.50 30.94 81.70 15,00 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 3 ( S) -3 - [ (N- 
benzyloxycarbonyl ) -L-leucinyl J amino- 5 -methyl - 1 - ( 1 - 
propoxy) -2-hexanone. 
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-23 .45 . -17.50 74.71 15.00 

r22. 34i -17.20 75.73 15.00 

-21.21 ^16.57 75.14 15.00 

-22.81 -18.05 73.44 15.00 

-22.00 -18.98 73.49 15.00 

-23.17 -17.49 72,28 15.00 

-24.25 -16.53 71.99 15.00 

-22.56 -17.98 71.04 15.00 

-23.40 -17.29 69.95 15.00 

-23.89 -16.05 70.62 15.00 

-21.10-17.55 71.00 15.00 

-20.25-18.21 70.41 15.00 

-20.79 -16.45 : 71.69 15.00 

-19.43 -15.93 71^75 a5.00 

-19.40 -14.60 72.52 15.00 

-18.07 -13.86 72.44 15.00 

•17.86 -13.13 71.13 15.00 

•18.70 -12.34 70.70 15.00 

16.72 -13.37 70.49 15, 00 

•18.52 -16.94 72.44 15 . 00 

•17.43 -17.24 71.95 15.00 

•18.97 -17.50 73.56 15.00 
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18.41 -20.00 76.37 15.00 
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52 ASN 0 -16.66 -20.11 73.43 IS 00 

53 tEO N "18.65 r-19.89 72.39 15.00 
53 LED CA -18 , 37/i -20 . 90 71. 39 15 . 00 
53 LEU CB -19.67 -21.37 70.73 15.00 
53 LEU CG -20,66 ^22. 13 71.63 15.00 
53 LEU CD1 -21.88 -22.54 70.82 15.00 
53 LEU CD2 -20.00 -23.35 72.23 15.00 
S3 LEU C -lt.40 -20.39 :i 70. 35 15.00 

53 LEU O ^16^5 -21.09 69.98 15.00 

54 VAL N -17.59 -19.15 69.91 15.00 
54 VAL CA -16.73 -18.54 68 .89 15 00 
54 VAL CB -17.24 -17.11 68.51 15.00 
54 VAL CGI -16.31-16.45 67.49 15.00 
54 VAL CG2 -18.63 -17.19 67.92 15 00 
54 VAL C -15,27 -18.47 69,36 15.00 

54 VAL 0 -14.36 -18.89 68.64 15.00 

55 ASP N -15,06 -17.98 70.58 15.00 
55 ASP CA -13.73 -17.83 71.15 15.00 
55 ASP CB -13.78 -16.81 72.29 15.00 
55 ASP CG -14.32 -15.46 71.87 15.00 
55 ASP OD1 -14.20 -15.10 70.68 15.00 
55 ASP OD2 -14.86 -14.76 72.75 15.00 
55 ASP C -13.05 -19.09 71.70 15.00 

55 ASP O -11.81 -19.13 71.78 15.00 

56 CYS N "13.81 -20.12 72.07 15.00 
56 CYS CA -13.22 -21.32 72.67 15.00 
56 CYS C -13.29 -22.63 71.91 15.00 
56 CYS O -12.56 -23.59 72.23 15.00 
56 CYS CB -13.83 -21.53 74.05 15.00 

56 CYS SG -14.01 -20.02 75.04 15.00 

57 VAL N -14.19 -22.77 70.96 15.00 
57 VAL CA -14.26 -24.02 70.22 15.00 
57 VAL CB -15. 60 -24 . 16 69 .48 15 . 00 
57 VAL CGI -15.62 -25.44 68.67 15.00 
57 VAL CG2 -16.73 -24.15 70.48 15.00 
57 VAL C -13.09 -24.06 69.25 15.00 

57 VAL O -13.23 -23.80 68.06 15.00 

58 SER N -U . 91; -24 .40 69.77 15 .00 
58 SER CA -10, 67 -24. 46 • 69. 00 15 . 00 
58 SER CB -9,53 -24.83 69.93 15,00 
58 SER OG -10.02 -25.66 70.98 15.00 
58 SER C -10. 66 -25.38 67 .79 15 .00 
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, 92 GLN C 

92 GLN <>S ■> 

93 GLU CA 
93 GLU CB 
93 GLU CG 
93 GLU CD 
93 GLU OEl 
93 GLU OE2 
93 GLU C . 

93 GLU 0 

94 GLU N 
94 GLU CA 

■ v 94\ : ^GLU;;%;:^: 
94 GLU: CG ' 
94 GLU ^] 
94 GLU OEl 
94 GLU OE2 

94 GLU C 
v94-G^|0:- i- 1 

95 SER N 
95 SER CA 
95 SER CB 
95 SER OG 
95 SER C 

95 SER 0 ■ 

96 GYS N 
96 CYS CA 
96 CYS C 
96 CYS O 
96 CYS CB 

96 CYS SG 

97 MET N ' 
97 MET CA 
97 MET CB 
97 METCG 
97 MET SD 
97 MET CE 
97 MET C f 
97 MET O 



-13 .95 

-15 .17 

,- 13.180: 
■ -13.02 
-12.36 

; -ii.54 

-11.57 
-10.51 
-12.67 
-11,99 
-11.29 
-11.89 ; 
-10.96 
• ; -l;1.65 : : 
-12.68 
■•--13^?6: ' 
-13.96 
514.97 
-10.54 
510; 95 
: ^9\ 72 
-9.26 
-8.26 
-7.14 
-10.41 
-11,34 
-10.37 
-11.44 ' • 
-11.55 ■;■ 
-10.58 

-11.13 ■:' 

-12.35 
-12.72 • 
-12.95 ■■ 
-13.50 
-12,65 ■ 
-13.49 

-14.95 
-13.95 
-14.60 



-7.50 
-7.54 

■:, : /-6y38:; 
-11.87 

-11,94: 

-12 ^53 
; -13 .45 
-14.52 
-13 .97 
-14;90 
-15.16 
-15.36 
-12.78 
-11.86 
-13.29 
-12.78: 
-11.74 ■ 
-12.34 
-11.54 
-10 ^36 
-12,08 
-13.98 
-15.10 
-13.74 
-14.80 
: -14;.;23 ; :;:V: 
-13.65 
-15.51 
-14.87 
-16.84 > 
-17.57 
-17.03 
-17 .04 
-19.06 
-20.02 
-16.51 
-15.95 : 
-14.53 ■ 
-13.51 
-11.94 
-12; 05 , 
-16.74 
-16.15 



67 .06 

-"'■67 ; ;:0l2;- 
67.53 
68.71 

:67;04 
67:85 

66,98 
65.80 
• 64 . 59 
63.98 

64 ;22 

68,74 
68.33 
69,97 
70.96 
71.84 
72.79 

72v88? 
72.44 
73.38 
71,82 
; 7;i^55f- 
72; 84 
;73>7^: : ; 
74.75 
74.09 
74.46 
74.95 
74 v 53 
75 .21 ; 
76.62 
77.37 ■ 
75,26 
76.20 
76.97 
78.31 
78:21 
77 .52 
77.83 
76,75; 
79, 15 
80 .02 



15,00 
15.00 
15.00 
15,00 
15,00 
15.00 
15.00 
15.00 
15,00 
15.00 
15,00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15 .00 
15,00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15,00 
15.00 
15,00 
15.00 
15,00 
15.00 
; .15> Op 
15.06 
15 . 00 
15.00 
15.00 
15,00 
15,00 
15 . 00 
15,00 
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98 TYR CD1 

98 TYR CD2 

• -/■•■.- 98 TYR GE2 

98 TYR OH 

• 98 TYR C " 

98 TYR 0; 

■ 99 ASN GA 

99 ASN GB 

; • 9 9 ASN CG 

■> : .:' 99 A^i 

• 99 .a^- ::; ni^:;!: 
9 9 ASN C 

99 ASN O 

: l o o ^ 

10 0 PRO GD 
100 PRO ; GA 
100 PRO CB 
100 PRO GG 

• 100 PjRQ ;G 

100 PRO 0 

101 THR N 

1.0fl THR CyL:,-.' 

101 THR GB 

loi tsb&^X;. 

101 THR GG2 

101 THR C 
■ : 101 THR 6 

102 (3LY N 
102 GI^ GA 
102 GLY C 

102 GLY O 
V 103 LYS N 

103 LYS GA 
:,' 103 LYS ;GBv' 

103 LYS CG 
103 LYS CD 
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TABLE H 



7 : .;X5b-.«):VO 


-18.05 


78 .94 


15.00 


-15.05 


—IP P7 




15-00 


.• : -r4 : l' : 8!9 




TO A't' 

/? . 4 :7 


15.00 


-15.95 


-7l 1 A 


O A ^."<S . 

80.19 


15.00 


-17.30 


-21 01 


1 0 bo 

fy. op 


ISvdO 


-18 28 


-71 "71 

.— . / J. 


80.58 


15-00 


-15.61 




81.23 


15- 00 


-16^58 


-22 70 


Pi .94 


15; 00 


-17.91 


-22 55 


PI CO 
OX • OZ 


15.00 


-18.86 


-71 77 


82. 3 3 


15 .00 


-14 99 


"— 1'P.' CI 

. lo . Dl 


81 w20 


15-00 


-13 .92 




ol. 77 


15.60 


-16.16 


-18 49 


81.82 


15.00 


-16.30 


-18 1 P 


83 . 23 


15.00 


-16.73 


-16 79 


OO *V*1 

83 .37 


15.00 


;: -i7 : -''tifi : ' 


-XO. 


84. 81 


15.00 


-16 .96 


- i 7 1 *a 

X ' . X J 


85 . 74 


15.00 


-17.47 


-1 ^ 06 

: A3 -.. UO 


- OA -AO 

84 .98 


15. 00 




-19.10 


83.86 


15.00 




-18 .87 


83 . 72 


15iv Pp 


—16 PQ 


: . T -tfU . 13 


84. 60 


15>0b 


-15 46 


— 7fi 10 


• Oil A^ 

84.86 


15.00 


-17 73 


XO 1 1 0 
— . 1^ 


■ftp: *> n 

85^29 


15.66; 


Til 

— XO • / <l 


O T 0 a 

-21.80 


86.22 


15.00 


-15.49 


-21 PI 

^ -A. • OX 


0O.41 


15.00 


^18 284 


-20 46 


6^: a - ? ' 
80 . 07 


15.60 


^19 93 '■■ 


— 71 n7 
— ^X • . 


86 . 20 


15.00 


-18 RP 


"i? .26 


86.58 


15.00 


• i q «;p -' 


-18 .53 


87.34 


15.00 


-18 99 


— 17 7fl 
—x / . rfS U 


87 .84 


15.00 


-17 76 


— 17 AO 


88.53 


is; 06 




— 16 en 
— XO. DU 


88.80 


15.00 


-20 7P 


— 1 fi oc 


86.46 


15.00 


.91 or '■ 


-18 .29 


86.93 


15.00 


-20 52 


-17 OQ 


oc 10 
85 .18 


15.00 


-21:v57 • 


-17 69 


84. 23 


15.00 


•22 29 


— 1 P OQ 

"lo .0" 


83 . 62 


15.00 


23.36 


-18.73 


83.04 


15.00 


■2i770: : : : ' 


-20.07 


83.72 


15.00 


■22730 i 


-21.29 


83.17 


15.00 


21.60 


-22.52 


83.76 


15.00 ; 


22,34 ' 


-23 . 84 


83 .55 


15 00 

■*- —J . V/.V/' 


21.59 . 


-24 .99 


84 .23 


15.00 
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103 LYS CE 


-22.56 


-26.02 


84.79 


15.00 


103 LYS NZ 


" ' -23 .48 


-26.58 


83 . 76 


15.00 


: ip3 lys e: 


-23.81 


' -21.37 


83.41 


15 . 00 




-24.27 


-21.24 


84.54 


15.00 


104 ALA N 


. -24.58 


-21.60 


82.35 


15 .00 


104 ALA GA . 


'; -26:04 


-21.70 


82.45 


15.00 


104 ALA CB 


: : ;-26:.'fi9: 




81.78 


15.00 


104 ALA C 


-26 .60 


-22.99 


81.88 


15.00 




-27.76 


-23,32 


82.12 


15.00 


105 ALA N ' - 


-25.81 


-23.71 


81.09 


15.00 


105 ALA; CA . 


-26.26 


-24.97 


80.50 


15.00 




t26.99 


-24.72 


79.19 


15:00 




-25 .10 


-25.92 


80.28 


15. 00 


105 ALA O 


^ -23 .93 ■■ 


-25.52 


80.38 


15.00 


■ 106 LYS N 


-25.41 


-27.18 : 


79.98 


15.00 


106 LYS CA 


-24.40^ 


V#:^9f. 


79.72 


15.00 


106 LYS CB 


•;V. : ^2^^77;- 


-28.66 


81.03 


15.00 


106 LYS CG 


l\ .. 


• -29.25 '. 


82.04 


15. 00 


106 LYS CD 


^^4 : ;;da ■ 


-29. 56 


83 . 33 


15.00 


106 LYS CE 


-22.75 • 


-30.37 


83.07 


IS. 00 


106 LYS: NZ ' 


-23 . 05 


-31.63 . 


82.31 


15.00 


106 LYS C 


' -25.06 


-29.34 


78.99 


15.00 


106 LYS 0 


-26.28 


-29.39 


78.94 


15.00 


107 CYS N 


' -24.27 


-30.21 


78 .38 


15 . 00 


107 gy6; CA 


-24.83 . 


-31.36 . 


77 i 65 


15. 00 


;i07 :) ;i^v:CB ; ; •;; 


•. -2s: > ; : i4: : ' • 


-30.97 


76.20 


15.00 


jt;^^€Y4;^as':;; ; 




-31.01 


75.11 


15. 00 


:107^CTS;: ; :c "■■?■: 


'.:::-23v95' : : 


-32.61 " 


77 . 67 


15.00 


107 CYS 0 


; : . 


-32.53 


77.81 


15.00 


108 ARG N 


-24.59 


-33.76 


77.53 


15. 00 ; 


108 ARG CA 


: :*23+92: ) 


i35:05 


. 77 .54: 


15 . 00 


108 ARG CB 


:^24:y66:; ; ; 


-36.03 


78 .46 


15 . 00 


ip8|ARG:CG 


^-26^18 


-35.81 : . 


78.55 


15.00 


,lp : 8)<A|W3';jcp!;\';v 


-26. 93 ; ; 


-37. 0i 


79. 17 


15.00 


108 ARG NE 


.: -27 :06 


r-38 . 15 : • 


78.25 


15 00 


108 ARG CZ 


-28.19 


-38:49 


77.62 


15 .00 


10 8 ARG NH1 
108 ARG NH2 


-29.31 


-37 .79 


77.80 


15.00 


-28.22 


-39.56 


76.84 




108 ARG C 


-23.70 


-35.67 


76.15 


15.00 


108 ARG O 


-23 . 77 


-36.88 


75.98 


15.00 


109 GLY N 


^23 , 44 ' . 


-34.83 


75 . 16 


15 . 00 


109 GLY CA 


' : -23 .19 ^ ; 


-35.32 


73.82 . 


15.00 


109 GLY C 


-24.08 


-34.73 


72.75 


15.00 
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' 109 GL Y 0 

• .' ilo tyr n ; 

110 TYR CA 
110 TYR CB 
110 TYR CG 
110 TYR GDI 
110 TYR CE1 
;: 110 TYR CD2 
110 TYR CE2 
110 TYR CZ • 
110 TYR OH 
110 TYR C 

110 TYR O 
; 111 ARG N 

111 ARG CA 
111 ARG CB 
111 ARG CG 
111 ARG CD 
111 ARG ME 
111 ARG CZ 
111 ARG NH1 

' - 111 ARG NH2 
111 ARG C 

111 ARG 0 . ; : 
■ ■ 112 GLU N 

' ■ 112 GLU CA 

112 GLU CB 
■ . 1^ <^ CG 

112 GLU CD 
112 GLU OE1 
112 GLU OE2 

112 GLU C 

; ;;:112-;GLfl.M ■■ 
i 113 1LE N j 

113 ILE CA 

113 ILE CG2 

113 ILE CGI .': 
' 113 ILE GDI 

113 ILE C 

. 113 ILE O - 

114 PRO N 

"' : 114 PRO CD ■ 



PCT7US96/17512 ' : 

TABLED 



-24.72 


-33.69 


72.94 


15. 00 


' -24.15 


-35.41 


71 . 61 


15; 00 


-24:97 


-34.95 


70.50 


15.00 




-33.91 


69.71 


15/00 


-22.97 


-34.46 


68. 99 


15. 00 


; -21.71 : 


-34.43 


69.59 




-20.59 


-34.90 


68.91 


l5;bo 


-23.07 


-34.99 


67.71 


15; bo 


-21.97 


-35.45 


67.03 


15 .00 


-20.73 


-35.40 


67.63 


15 on 

1J • vv 


-19.63 


-35.82 


66.93 


15 00 


: '-25> : :3'l^ 


-36>11 


69.57 


; 15:00 


-24.61 


-37.12 


69.54 


IS: OP 


^26:.::15 


-35,94 


68.76 


15 on 


-26.74 


-36.97 


67 . 82 


15.00 




-37.68 


68.29 


15 on 

U*mJ * WW 


^2"7>:87\ 


•• ; i3:8jv-44; . 


69.61 


15 on 

: * «!» • vv- 


:S29:vl7|;.- 


-39.16 


70 . 00 


i 5 nn 

1 < rin 
xO.UU 


-29.49 


-40.25 


go 07 


-28.84 


-41.41 


69.03 


15 on 


-29.20 


-42:34 


68.14 


15 00 


-27.85 


-41.65 1 


69.88 


15.00 


-27.00 


-36.34 


66.45 


15.00 


-27.71 


-35.34 


66.34 




-26.39 


-36.90 


65.42 


15 .00 




-36.42 


64 .06 


15.00 


-25.27 
-24.17 


-36.56 
-35.62 


63; 27 


15 nn 


-22.80 


-35.91 


63.74 
63 .12 


15 .00 
15.00 


-22.22 


-34.99 


62.47 


15.00 


-22.29 ■ 


-37.05 


63.30 


15.00 


-27.68 


-37.26 


63.45 


15.00 


-27: 84 


-38.43 


63 . 80 


15 .00 




43*:;63:i." 


62. 61 


15 00 


■2? -60 


-37.28 ■ ' 


61.90 


15 nn 


30v69 


-36.23 


61 48 


1 5 nn 


•31.45 


-36.68 


60.25 


15 00 

J- — ^ .WW 


31.68 


-35.99 


62 . 62 


15.00 


31.14 


-35.16 


63.73 


15.00 


29 .00 


-37 .94 


60,66 


15 . 00 


28.03 


-37.44 


60.10 


15,00 


29 .54 ': 


-39.09 


60.23 


15.00 


30 Si 62 


-39.89 


60.83 


15.00 
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114 PRO CA 

. : " " 114 PRO CB 

' 114 PRO CG 
; : 114 PRO c • 

114 PRO O 

'. • ■ 115 GLU N ■ 

115 GLU CA 
115 GLU CB 

V - ' '(■": ■ 115 ■GLU CG 

115 GLU CD 
115 GLU OE1 
■ ; 115 GLU OE2 

115 GLU C . 
: 115 GLU O 

116 GLY N ■ 
116 GLY CA 
116 GLY C 

116 GLY O 

117 ASN N ■ ■ 
' 117 ASN CA 

' 117 ASN CB 
: .'. 117 ASN CG 
117 ASN OD1 

117 ASN ND2 
: 117 ASN C ■ 

•' 117 ASN O 
■ ■ 118 GLU N 

118 GLU CA ■•• 
118 GLU CB 

. ll8 GLU CG 
■.., :: -.: : V : :.- 118 GLU CD 
' 118 GLU OEi : 
i ■ 118 GLU OE2 
118 GLU C 

118 GLU O 

119 LYS N 
119 LYS CA 
119 LYS CB 

.. 119 LYS CG ■ 

119 LYS CD 
: 119 LYS CE 

119 LYS NZ " 

; : ^l:i9;:LYs:.!:c;' , 



TABLE II 

-29.00 -39.75 59.04 15 . 00 

-30.00 -40.89 58.81 15.00 

-30.41 -41.24 60.19 15; 00 

-28.97 -38.80 57.86 I5.60 

"29 . 98 -38.20 57 . 52 15.00 

-27.80 -38.73 57.22 15.00 

-27.56 -37.86 56.07 15.00 

-26 .14 -38.07 55.52 15.00 

-25.92 -37.52 54.10 15.00 

-24.48 -37;. 06 53.82 15.00 

-23.52 • -37 .73 54.28 .' 15 • 00 

• -24.30 -36.02 ■ . 53.15 '■ ' 15.00 ; 

-28.55 -38.00 54.93 15.00 

"28.57 -39.02 54.26 15.00 

. -29.31 • -36.94 " 54-. 69 15.00 ' 



-30.27 


-36,94 


51 fiO 


• : T ^ ■• ' A A 
13.00 


. -31. 66 


-37,41 ' 


51 <57 


ID vOO 


-32.57 


^37 40 


51 1 ['&■' 


ID . UU. 


-31.86 


-37.78 


55 OA 


•IRA A 
ID . yy 


-33.15 


-38,29 


55 69 




■ -32 . 94 


-39 .38 


56 71 


ic aa 


-34> 19 


-40 .18 




1 ^ A A 


-35232 


-39 .68 


56.89 


15.00 


-34.00 


-41 .46; 


57.33 


15.00 


. -34.07 . 


-37.22 


56.27 


15.00 


-33.93 


-36.82 


57.43 


15 .00 


-35.06 


-36.79 


55.50 


15.00 


-35.97 


-35.78 


55.99 


15 .00: 


-36.70 


-35 .07 


54 .85 


15.00 


-36.04 


-33.77 


54.42 


15.00 


-36,?91 


-32.99 


53.45 


15.00 




-33.22 


52.23 


15.00 


-37.72 


-32.15 


53.91 


15.00 


^36.97 


-36:33 


56.98 


15.00 


-37.46 


-35 . 59 


57.83 


15 . 00 


:.*3^; : p-. ; 


-37.61 


56,90 


15.00 


: -38.27 i 


-38.14 


57, 87 


15.00 


-38,85 


-39.49 


57.42 


15.'. 00 


-40.19 


-39.34 


56.68 


15.00 


-40.08 


-38.40 


55.47 


15.00 


-41,47 


-38.06 


54.90 


15 . 00 


-42.26 


-37 . 19 


55.83 


15 . 00 


-37.62 


-38.24 


59.24 


15. 00 
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119 LYS O 

120 ALA N 
120 ALA CA 
120 ALA CB 
120 ALA C 

120 ALA O ■ 

121 LEU CA 
121 LEU CB 
121 LEU CG 
121 LEU CD1 

121 LEU CD2 

■,i2i^LEu; : c-.:'- ' 
'V : i2l:'v|jro^p; 

122 LYS N 
122 LYS CA 
122 LYS CB 
122 LYS CG 

122 LYS CD 
/ . 122 LYS CE 

. 122 LYS NZ 
.. 122 LYS C \ 
. 122 LYS 0 . 

123 ARG N 

■ 123 ARG CA 
123 ARG CB 
123 ARG CG 
123 ARG CD 

. 123 ARG NE / 
123 ARG CZ 
12 3 ARG NH1 

' ' 123 ARG NH2 

123 ARG C 
7 :; V;*23 : ARG; 

124 ALA N 
124 ALA CA 
124 ALA CB 
124 ALA C " 

124 ALA O :■ ■ 

125 VAL N 
125 VAL CA 
125 VAL CB 
125 VAL CGI 
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-38.23 


-37.90 


60. 26 


15.00 


-36.35 


-38. 62 


59.28 


A \J\J 


-35.63 


,><3 ; ^70 ; ; 


60.54 


15.00 


-34 .25 


-39.25 


60,33 


15 no 

JkW . W W. 


-35.55 




61.16 


15 Ah 


^35.58 


-37.15 


' 62.38 


15 ; do 


-35.45 


-36.27 


>;;^ ; 3 : 2 ; 


is; bo 


-35.38 


-34.89 


60.82 




-34.93 


-33.91 ■ 


^9.73 


15.00 


.^34^80' 


:• : 11:2^45 


$0.19 


15 on 


-33>;?7;. 


■^32:.ii4: ; - 


61.30 


15.00 


^34.42 


-31.56 


59;; 03 


' :'-15:^6:0 ::: 


-36,74 
-36. 83 


-34.48 
-33.80 


61.36 


'.;?:i5^0© ; ; 


-37.79 


-34.89 


62.38 
60.66 


15.00 


-39.16 


-34.5.8 


I 61.05 


.'■ ;i : l§^00?. 


^•40.14 


-35.19 


60.07 


15.Q0 


-41.57 
-42.49 


-34.80 
-35 .45 : 


60.31 


15.00 


-43.95 


-35; 16 


59.32 
59.67 


15 ; 00 
15 00 


-44 .88 


-35.66 


58.60 


is do 


^39.41 


; ; t3;5^:15^ 


62.44 


is # oo 


-39.87 


-34.44 


63.33 


15 on 


-39.12 


,-;i6 v44 ' 


62 .62 


15; 00 


-39.29 


-37.10 


63,90 


iS.OO 


-38> 84 


-38. -5 8 


63.84 


15 i do 


-39.74 




62.99 


15. io 


-39.33 


-40.97 


63.13 


15.00 


-37.95 


-41 I 22 ; 


62.73 


15.00 


-37v42 


'-42;.:43 ; : , 


62.51 


15 .00 


-38.15 


} .-43>:!5^:;V 


62^66 


15 vOQ 


-36 ? 17 
-38.46 


-42153 : 

:-:3;6:..:3 : 7i-':. : ; 


62.08 


15. Oo 


-39.01 


•-3.5iv82':'/' 


•i64:>;^4 : . 

65-89V 


15 ; (J0 ;■; 
1^5 ; 0 0 •• 


•37.15 


•^3€;;;3:1- ' 


: :64;.-flv' 


15 .00 


•36.22 


;-35b : 65 : '.. 


65.62 


15 00 


■34 86 


_ -i c en " 
Ji. 5>U. 


o4 . 98 


15.00 


36.70 


^34 .29 


;#..ii:,:. 


15.00 


36.67 


•$4,02 


67.31 


15.00 


37.16 


-33.45 


65. 19 


15.00 


37.66 


-32.13 


65:55 


15.00 


38.00 


-31.28 


64.27 


15-00 



38-50 -29.89 64.64 15.00 
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' TABLE II 



125 VAL <SG2 


;-', ; -3;6>77' 


-31 ill 


63-41 


125 VAL C : ; 


-38 .87 


-32.25 


66.47 


125 VAL O 


-39.03 


-31.46 


67; 41 


126 ALA Nl 


-39.71 


-33.26 


66.28 


126 ALA CA 


'.;:::-40:: ! 9:o' ; -- 


' r33.44 


67 11 


126 ALA CB 


:;--|42 : :;|0:O- 


... -34-13 


66J32 


126 ALA C 


-40.64 


-34.18 


68.44 


126 ALA 0 


-41.32 


-33.93 


69.44 


127 ARG N 


-39.67 


-35.09 


68 .46 


127 ARG CA 


-39.36 


-35.83 


69.68 


127 ARG CB 


-38.79 


. • -37,22 


69.36 


127 ARG CG 


^;9i:$0> 




69,36 


127 ARG CD 


-40.24 






127 ARG NE 


-39.78 


. -40.04 


67:58 


127 ARG CZ 


-40.46 


-40188 


66.80 


127 ARG NH1 


-39.94 


-42.06 


66.52 


127 ARG NH2 


..••:?4l-66 


-40.57 


6j5v33 


;i27^AR^y-G:f ii ''-' ; 

127 ARG O 


-38.36 


-35.09 


■ ' : 70 s is 


128 VAL: N 


■ ^38.41 
^37.44 


-35.20 
-34.37 


''■ 71 78 
69.94 


128 VAL CA 


-36.42 


-33.64 


70 w 68 


128 VAL CB 


-35.07 


-33.78 


6?y99 


128 VAL CGI 


-33.97 




>70;l88i; : -:" 


128 VAL CG2 


-34.81 ■ 


-35.23 


65.64 


128 VAL C 


-36.75 


-32.17 


70.84 


128 VAL O 


-36.91 


-31.68 


71; 94 


129 GLY N 
129 GLY CA 


-36.85 
-37.13 


-31.47 


69 .72 


129 GLY C 


-36.29 


-30 05 

•+2?;-43V , 


w.3f.:»;:/;3 

6B.64 


129 GLY 0 


-35.92 


• -30*14 : 


67.70 


130 PRO N 


-35.92 


-28.15 


66.76 


130 PRO CD 


-36.24 


-27.22 


6£ 86 • 


130 PRO CA 


-35.11 


-27.49 


67; 75 


13 (3 > PRO CB 


-34.80 


-26.14 


68.39 


130 PRO CG 


-36.01 


r-25.88 


69.20 


130 PRO C )- : 


,--3;3;v;85 : '; ; : 


: ^28^2;4 V ; : : 


67.40 


130 PRO 0 


-33. 02 


-28.57 


68.28 


131 VAL N 


-33.63 


-2 8 .47 


66.11 


131 VAL CA 


-32.46 


-29,17 


.- 65^62 - : . 


131 VAL CB 

131 : VAL CGI 


-32.89 
-31.68 


-30.36 


64 .73 


131 VAL CG2 


-33.78 


-31.12 


64.19 
65.53 


131 VAL C ' 


-31.59 




64.81 
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. 15.00 

isVpo 

15.00 

15.00 ■ 

15,00 
■ 15.00 ; 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 ' 
3:15>:;00- 

15.00 ■ 

15.00 V 

15.00 

15.^0 

15.00 

15.00 

15.00 . 

15.00 . ; 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

is; 00 

15.00 
15.00 
15 . 00 
15.00 : 
15 . 00 
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131 VAL 0 

'<:.:» 132 SER N 
:■}■'■ 132 : ^SERVCA: 

132 SER QG 

i32 : SER 0 

L 133? VAL CAi 
133; VAL CB 

133 VAL CGI 

/^133 ;VAL CG2 
;•• 133 VAL -Cyy 

. 134 ALA N : 

134 ALA CA 
134 ALA CB ' 

•' 134 ALA C 

134 ALA O 

> - ' ' i35 'ILE;. ir \ 

135 ILE CA ., 
135 ILE Cfi 
135 ILE CG2 : 
135 ILE CGI 

. 135 ile cbi 

135 ILE C 

135 ILE O 

136 ASP N 

,>\I3€ ; :ASj¥-;C^f : :. 

136 Asp cb ' 

136 ASP CG 
136 ASP OD1 
136 ASP OD2 
136 ASP C 
136 ASP 0 
13 7 : ALA N 
' 137 ALA CA- 
' 137 ALA CB 
. 137 ALA C ', 
.-lii^ALAihy:;' 
138 SER N 
138 SER CA 
138 SERl CB 
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TABLE n 

-32.10 -27 .31 64 . 12 15 .00 

-30:28 -28.33 64.94 15.00 

-29.35:3 -27,48 64.21 15.00 ' 

-28% 02 // ^27^41 64 .95 15. 00 • 

-28.18 -26.80 66.21 15.00 

-29.16 -28.09 62.83 15.00 

-28.84-29.27 62.71 15.00 

-29.37 -27.32 61^78 15.00 

f29.2i -27; 82 60.42 15.00 

-30.58 -28.02 59.71 15.00 

-31.50 -28.91 60.54 15.00 

-31.24 -26.68 59.44 15.00 

-28.37 -26.84 59.60 15.00 

-28.20 -25.68 59.99 15.00 

-27.82 -27.30 58.48 15.00 

-27.00 -26.45 57.62 15.00 

-25.58 -26.95 57.57 15.00 

-27.65 -26.50 56.26 15.00 

-28.14 -27.55 55.86 15.00 

-27.66 -25.38 55.55 15.00 

-28.30:^5.28 54.23 15.00 



-29.70 


v -24 .57 


54 


.29 


15.00 


-30.71 


:• -25.39 


55 


VlO 


15 . 00 


-29.54 


; ; -23.15 


54 


.87 


15 • 00 


-30.81 


-22.34 ' 


54 


;88 


15.00 


-27.46 


-24,44**,: 


53 


v29 


15,00 


-26.40 


-23.92 


53 


.66 


15 . 00 


-27.97 


: ' -24.32 • 


52 


.07 


15.00 


-27.34 


-23.50 


51 


.04 


15.00 


-27.56 


-24.11 


49 


.65 


15.00 


-27 . 02 


-23.23 


48 


.53 


15.00 


-27.80 


-22 . 84 


47. 


.64 


15.00 


-25.83 


-22.91 


48 


.54 


15.00 


-28.06 


t22.16 


51. 


.14 


15 . 00 


-29.21 


-22.03 


50. 


74 


15.00 


-27 .43 : 


-21.17 . 


51. 


76 


15 .00 


-28 I 07 


-19.87 


51. 


86 


15.00 


^27.97 


-19.34 


53. 


26 


15. 00 


-2i7:, ; |7r\j 


-18.89 


50. 


85 


15.00 


^^92}' i 


^1-7.75 


50. 


72 


15.00 


-26.43 


-19 33 


SO. 


15 


15,00 


-25 i 79 


. -18:. 51 


49 . 


14 


15.00 


-24.36: 


-19 > 0:6 


48 . 


90 


15.00 



Pit 
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TABLED 



138 SER d<3 


-23 .55 


■ -18,75? 


50.04 


15 . 00 


138 SER C 


-26.61 


^18.61 


47.87 


15.00 


138 SER 0 


-26.41 


-19.53 


47.07 


15.00 


1319 LEU N 


-27.56 


-17 . 70 


47.74 


15 . 00 


139 LED CA 


-28.46 


: -17 . 66 


46.60 


15.00 


139 :LEUjlc§:';. 


-29.32 


-18.92 


46.35 


15.00 


139 LEU CG 


• "3p>03 


-T19.30: 


45.25 


15 . 00 


139 LEU OD1; 


■ '' -29; 04 


-19>96 


44.31 


15.00 


139 LEU GD2 


-31.14 


-20;28 


' 45.54 


15.00 


■ -13:9) EHJ;:^ 5 ^' 


-29.35 


■ -16^3 


46.82 


15.00" 


13 9 LEU : o 


; ■ ;:^29\: ; 99 i ) 


-16.29 


47.87 


15 00 


140 THR N 


:.'^ r 29}v : 3> : . 


' -15.54 


' 45.83 


15.00 


- ' 140 THR CA 


::<. -30.17 


-14.30 


45.90 


15.00 


140 THRfGB 




-13.57 


44.52 ' 


15.00 


14 0 THR : OG1 


-29.95 


; -14.53 \ 


43.47 


15 00 


140 THR CG2 


-29 . 05 


^12^52 


44v48 


15 .00 


140 THR;' Cf 


t31;60 


. -14,43 


' 46.41 


15.00 


140 THR 0 


;';:'.!-32 : ;p2 ; 


-13.70 


47.31 


15.00 


141 SER N 


. : ^32v35:.": 


-15.38 


45.88 


15.00 


■ 141 SER CA 


-33.74 


-15.58 


46.27 


15.00 


141 SERCB 


;V : ; *3^. : 42. 


-16.62 : 


45.36 


15 . 00 


141 SER QG 


'. : ; :-33v62' " 


-17.78 


45.21 


15 00 


141 SER C 


r33.92 


-15.96 


47 ,74 




141 SER 0 


; : ^-34.99 


: -is : ,:"74^ : 


48.33 


15 00 


142 PHE N 


-32.90 


-16 .52 


48.37 


15.00 




.1.^33a01 .v 


-16.91 


49.77 


15.00 


142 PHE CB 


-31.92 


-17.91 


50.15 


15.00 


142 ;PHE GS 




-18.26 


51.61 


15 . 00 




-32.74 


-19.26 


52-10 


15.00 


142 PHE CD2 


^31>09 :■ 


-17.58 


52.50 


15.00 


142 PHE CE1 


-32.74 


-19.58 


53.45 


15 00 


142 PHE CE2 


-31;09 


-17 . 90 '. 


53.87 


15 on 


142 PHE C2 


¥31.92 


-18; 89 


54.34 


15 . oo 


142 PHE C 


: : ::--:*32:,:87-- 


-15.67 


50.62 


15 OO 


142 PHE 0 


r33 ; J:64 : ; 


-15.45 


51.55 


15 . 00 


143 GLN; N 


-31.90 


-14.85 


50 .24 


15 00 


143 GLNs CA 


-31.58 


-13.63 


50.96 


15.00 


143 GLN CB 


-30.25 : 


-13 .12 


50.48 


15.00 


143 GLN CG 


-29;2i; :: 


-14.20 


50.55 


15 .00 


143 GLN CD 


-27.89 


-13.73 


50.06 


15.00 


143 GLN OE1 


: -27.33 : 


-12, 78 


50.59 


15.00 


143 GLN NE2 




-14.40 


49.05 


15.00 


143 GLN C 


-32.63 • 


-12.53 


50.92 


15.00 
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143 GLN 0 


-32.79 


-11.82 


51 91 


1 C nn 
Xp . uu 


144 PHE N 


-33.31 


-12.35 


49.79 


15 on 

^ «J .WW 


144 PHE CA 


-■■ ,-34;.:3.6 


-11.32 


49-70 


is oo 


144 PHE GB 


'•• -34.28 


-10.50 


48.39 


15 OO 


144 PHE CG 


-34.49 


; -11.30 


47,11 


15 OO 

. A*j» • vv 


144 PHE CD1 


v +33.53 


-11.26 


46.11 


15-00 


144 PHE CD2 


' t35^66 


-12 .02 


46.88 


15 OO 
*y • WW. 


144 PHE GE1 


-33.74 


' -11.93 


44.90 


15 00 


144 PHE CE2 


■ r35v88 


-12.69 


45. 67 


15 O 0 


144 PHE CZ 


r34.91 


-12.64 


44.68 


15 00 

.Aw ■ Uu 


144 PHE C 


-35.77 


-11.88 


49-96 


15 00 

a -J • uu 


144 PHE 0 


:-36v7? 


-11.36 


49.45 


15 00 

A J • WW 


145 MR N: .. 


-35.82 


-12.95 


50:76 


15 OO 


145 TYR CA 


-37.05 


: -13.64 


51.13 


15.00 


145 TYR GB 


-36.69 


r-14.96 




1 AA 

XD . uu 


145 TYR GG 


-37.83 


-15.59 


52. 60 


1 5 OO 


145 TYR CD1; 


-38.64 


-16 i 56 




It An 

l j . uu 


145 TYR CE1 


-39.71 


-17.11 


52 70 


lJ • uu 


145 TYR CD2 


-38 .11 ■ 


-15 20 




15. UU 
15 OO 


145 TYR CE2 


■ ^3SK18 7 


-15.74 


54 60 


145 TYR GZ 


' -39.98 


-16.69 


53 . 99 


15 OO 


145 TYR OH 


-41 . 05 


-17.22 


54:66 


15 oh 

- A.J * WW 


145 TYR C 


; -37';79:- 


-12.74 


52:10 


15 00 

A«J>-« W W 


145 TYR 0 


-37.16 


-12 .04 


52.89 


15 00 

AJ . WW 


146 SER N 


-39.12 


-12.80 


52.09 


15 00 


146 SER CA 


-39.93 


-11.97 


52.99 


15 00 

Aw • WW 


146 SER GB 


-40.22 


-10.61 


52 .35 


15 00 

A J «uw 


146 SER OG 


-40.75 


-10,75 


51.05 


15 00 
a j • v v 


146 SER C 


-41.25 


-12.62 


53 43 


15 00 
13« UU 


14 6 SER o '. 


-41.83 


-12v21 


54.43 


15 on 

A W a W W 


147 LYS N 


-41.74 


-13.59 


52.66 


15 00 

, X^.« WW 


147 LYS CA 


-42.98 


-14.28 


52 .99 


15 00 
a j • ww 


147 LYS GB 


-44.19 


-13.35 


52.82 


is oo 

AJ • WW 


147 LYS CG 


-44.40 ■ 


-12 .86 


51.40 


15 00 


147 LYS CD 


-45.58 ■ 


:>11.90 


51 31 


15 00 
l J . UU 


147 LYS CE 


-46. 86 


—12 .63 


50 95 


1 c nn 

AJ * UU 


147 LYS NZ 


-48.03 


-11.69 


50 96 


tc nn 

1j« uu 


147 LYS C 


-43.18 


-15.52 


52.13 


15. 00 


147 LYS 0 


-42.61 


^15.62 


51.04 


15.00 


148 GLY N 


-44.00 


-16.45 


52.62 


15.00 


148 GLY CA 


-44.27 


-17,68 


51.88 


is. oo 


148 GLY C 


-43.30 


-18.81 


52.16 


15.00 


148 GLY 0 


-42.38 


-18.69 


52.97 


15.00 



IV* 
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TABLE H 



149 VAL N 


-43.52 


-19.94 


51 . 51 


15 00 


149 VAL CA 


-42.66 


■ -21. 10 


51 68 


us no 


149 VAL CB 


-43.47 


-22.41 


51; 46 


15. 00 


149 VAL CGI 


-42.59 


: : -^23 . 63 


51.61 


15 00 


149 VAL CG2 


-44.62 


-. -22 . 47 


5S.45 


15 on 

■ ; J* — ' • y y 


149 VAL C 


-41.57 


•■ ■ -20.96 


\'50.'.;;62-- 


1^5 00 

Aw » WW 


149 VAL 0 


-41.84 


-20x56 


49.50 


15 00 

: _ jl w • w W 


150 TYR N : 


-40.34 


. -,21.3:6 


50.96 


15 An 

;XW a-W V 


15 0 TYE CA 


-39.24 


-21.14 


56.02 


15 00 

— ' • w w 


150 TYR CB 


-38,02 


-20.54 


50.73 


15 00 


150 TYR CG 


-36.80 


-20.39 


49 .85 


i t; n n 

AJ.vU 


150 TYR CDl 


-36.77 


; ^1?V48 


48 .80 


15 on 


150 TYR CE1 


-35.66 


•.. -19.36 


47 97 


15 00 

-L -J • UU 


150 TYR CD2 


- 3 5 :. 6 7 


: -21.18 ' 


50.05 


15 00 

ly . w w 


150 TYR CE2 


-34,56 


-21.07 


49.24 


15 00 

■ X «J • ww 


150 TYR : CZ 


-34 .56 


\ -20.16 


48:20 


15 no 

JL J . Vw 


150 TYR j OH \ 


-33.45 


-20.04 


47 40 


15 no 

«L«** • WW. 


150 TYR G 


-38.83 


-22.39 


' 49.27 


15, 00 


150 TYR 0 


-38.66 


-23.45 


49.85 


15.00 


151 TYR N 


-38.62 


-22.22 


47 97 


15 on 


151 TYR CA 


-38.17 


-23 .31 


47 .12 


15 00 

JLW a WW 


151 TYR CB 


-39.33 


-24.21 


46.71 


15 00 

. JL*J . WW 


151 TYR CG 
151 TYR CDl 


-38.86 
-37,95 


-25.44 ■ 


45:. 98 


15 00 

JV mJ .WW 


151 TYR CE1 


-37.46 


-26.30 
-27.40 


46.56 
45.87 


15 00 

J» — ' a WW 

15 00 

aV J -WW 


151 TYR CD2 


-39.29 


-25.71 •' 


44. 68 


is 00 

JL <J .WW 


151 TYR CE2 


-38.81 


-26.81 


43 98 


15 00 

•WW • w w 


151 TYR CZ 


-37.89 


-27 . 65 '.' ' 


44 58 


15 00 


151 TYR OH 


-37.37 


-28 .73 


43 90 


15 00 


151 TYR C 


-37.49 


-22 . 74 


45 88 


15 no 

lJ .WW 


151 TYR 0 


-37.97 


-21.79 


45 00 


15 no 

1j . wU 


152 ASP N 


-36.36 


-23 .32 


45 .49 


15 00 

JU>) .ww 


152 ASP CA 


-35.64 


-22.85 '. 


44 31 

.■T*?*al » a>J. JL 


1 5 no 


152 ASP CB 


-34.72 


-21.69 


44 ic g 

W a WW 


15 oh 

. lJ .WW 


152 ASP CG 


-34.07 


-21.09 


43 44 


15 no 

JL W a WW 


152 ASP OD1 


-33.12 


-21. 69 


AO QO 


15 on 

±D a UU 


152 ASP OD2 


-34.52 


-20 01 


•J O * V. J. 


ic nn 

JLD . UU 


152 ASP C 


-34.83 


-23.96 


43 . 6 6 


15 on 

X J 'a W W 


152 ASP 0 


-33.85 


-24.45 1 


44.23 


15.00 


153 GLU N 


-35.21 


-24.32 . 


42.44 


15.00 


153 GLU CA 


-34.53 


-25.36 


41.69 


15.00 


153 GLU CB 


-34.98 


-25.36 


40.21 


15 . 00 


153 GLU CG 


-35.22 


-23.98 


39.55 


15.00 



in 
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TABLE H 



153 GLU CD 


■ -33.95 


-23.34 


■' 38 Q3 


153 GLU OE1 


. ; ;; -3 ; 3- ; .;38: 


-22.41 


• -'39^56 


153 GLU OE2 


-33.56 


: '. -23 . 73 


37 


153 GLU C 


-33.02 


-25 .27 




153 GLU 0 


; -32.36 


-26,29 


42 00 


154 SER N 


-32.48 


-24 05 


Si . 7 *1 


154 SER CA 


-31.02 


-23.84 


■"" •4i'---''8l : ' i ' 


154 SER CB 


•v-30.;65 


-22.45 


41 31 


154 SER OG 


-30.66 


.: : .-22;:.41.:' 




154 SER C 


^30.37 


-24 > 06 


. AX 'i f: 


154 SER 0 


; ; ';^9:;:i:4 : ; 


;^23i^:Si- : 


43 3n 


155 CYS N 


-31 . 15 


-24.319 


': 44 -:^Vqf : 


' 155 GYS :GA 


-30 .56 


-24 . 6l 


45 49 

■ . 


155 CYS e 


-29.70 


t25v86 




155 CYS 0 


-30 .17 


-26y88 


^■^1 .DO 


155 CYS CB 


-31.63 


-24.79 


46 : : -5e:: : 

• V U . # : Wy/ : 


155 CYS SG 


-31,06; 


-24V 07 


• 4ft ii 1 

SO * J.JL 


156 ASN Nf 


■ -2^:.:43 : ' ■ 


-25.75 


AC 7 A 


156 ASN CA 


-27,50 


-26.87 


45 66 


156 ASN CB 


-26.13 . 


-26. 39 


45; is 


156 ASN CG 


-25.14 


-27. 52 


44 97 


156 ASN OD1 


-25.51 


-28.70 


AA be 


156 ASN ND2 


-23.88 


-27.16 


44 on 


156 ASN C 




-27 ,66 


46 95 


156 ASN O 


-26.57 


-27.31 


47 85 


157 SER N 


-28 . 03 ' 


-28 .79 




157 SER CA 


^28.03 : 


-29; 71 


: 4 ft in • 

— .Q * »V: 


157 SER CB 


-28.72 


-31 .00 


47 65 


157 SER OG 


. -29.25 


-30.85 


■'•.V4fe:'"^>5i : :': : 


157 SER C 


-26.63 


-30.03 


48 63 


157 SER 0 


-26.46 


-30 .47 




158 AS P N 


-25 . 61 


-29 .83 


47 Rfl 


158 ASP CA 


-24,23 • 


-30.12 


48 18 


158 ASP CB 


-23.50 . 


-30.73 


4 7 . 00 


158 ASP CG 


-23.99 


-32.13 


46 66 


158 ASP OD1 


-24.82 


•-32:.:27 : ::.' : .' 




158 ASP OD2 


-23; 57 


-33 .09 




158 ASP C 


; -23;, 44 : ; 


-28 :95 


48.72 


158 ASP O 


-22 .48 


-29.13 


49.48 


159 ASN N 


-23.80 


-27.73 


48.33 


159 ASN CA 


-23 . 05 


-26.56 


48.81 


159 ASN CB 


-23.07 


-25.44 


47.75 


159 ASN CG 


-22 . 15 ■ 


-24.26 


48.11 



I- o 
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15. 00 
15.00 
15.00 
15 .00 

Is .00 
15.00 
15,00 
15-00 ■ 
15; 00 '■• 
15.00 
15.00 
15 .00 • 
15,00 . 
: 15 i 00 : : 
15.00; 
15.00 
15,00 
15.00 

viswopv-'- . 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
; 15.00 
15.00 . 

15.00 

15 . 00 

15.00 

15.00 ' 

15.00 . 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15. 00 '• 

15.00 



WO 97/16177 

15 9 ASN OD1: 
; ' 159 ASN ND2 

■ 15 9 ASN C 

159 ASN O 
V. 160 LEU N 

= 'V'. 3 '• 160 LEU GA . 

• 160 LEU CB 

160 LEU CG 
160 LEU CD1 
160 LEU CD2 

160 LEU C 
■ 160 LEU O 

161 ASN N 

' : 161 ■ ASN CA : . 
161 ASN CB 
161 ASN CG 

•' 161 ASN QUI 
161 ASN ND2 
161 ASN C 

161 ASN O 

162 HIS N 

■ 162 HIS CA 
162 HIS CB 
162 HIS CG 
162 HIS CD2 
162 HIS ND1 
162 HIS CE1 
162 HIS NE2 
162 HIS C 

162 HIS O 

163 ALA N ; 
163 ALA CA 
16 3 ALA CB 

163 ALA C 
' 163 ALA O 

164 VAL N 
164 VAL CA 
164 VAL CB 
164 VAL CGI 
164 VAL CG2 
164 VAL C 

164 VAL O 

165 LEU N 



FCT/USM/17SI2 

TABLE n 



-22.30 




49:16 


15.00 


-21.21 


v":.^3;.95 : : 


47 22 


1 c nn 


-23.63 


-26. 08 


50 13 


1 c • nn 
X3 . y y 


• -24.43 


^5.14 


50 17 


1 < nn 


-23 . 27 
-23 .78 


- 26 7 4 


: -'-: :; C:ir:71-' 
CO VCC: 


1 c hh 
X5v00 

' •I -CV. h/|: 


-23fi76 


V:' i C fl 

— 4b ■:/;.. W.OU-V . 


JA . pP . 


15. 00 
15 .QO 


-24 57 


■ ; "AO >• /: J.-;:. 


pp . 10 ... 


15. 00 


-24.08 


-29.96 


53.84 


15.00 


-^26. 06 


-28;.51 


53.32 


15 i 00 


-22 .87 


.7C- O l v 

•• "f3:;t £ X : 


ci no 
33 . 02 


15 .00 


-21 70 


^3 . <t3 


■•- >3 >v29 


15. 00 


-23 ; 41 


; ..'**>,UJ./.- 


: --C'-Ox- xir/r-y 

; JJ .ID 


■■ i-'c-" ■ ir\'r\ ■': 

15 V 00 : 


— 2-2'-" :t ;<i' ; :- 
' **** • 


..■ ; .^Z.VOP>:' 
• - • : - 0':1 :: '. ''Q7' : • 


.• .5.4 : : ;;:54: 

: ; C'«V ; ■ -J l 


15. 00 




.;: : — : :j: 
-21 fid 


x p2 . 31 • 

• ;"- : c:;t;.: (CO; 
ox.o / . 


15 .00 
15 .00 


-24 ; ' ;:: 5i ; - : - : 


••. -^.Sflk OQ 
A y » 1 


■:V-C'0 : :\W: 
OZ.X:/ 


:'1-:"C A 

15.00 


-24;09 


-22,36 


50.62 


15.00 


-23.07 


T2i.0b 


. 54.70 


15,00 






. C C^ '- 0 *7 : ' : 

: bp ♦ 27 


15 ,00 


o a 


_oo in 
-Z2 . Xy 


55 . 06 


15.00 


•24.87 


v. A J»;v J».;X ■■ •• 


J O . xo 


15 .00 


-25.90 
-26,42 


-20.34 


55.60 


is; 00 


-27.67 


-19 ,36 
-19 on 


56.60 

OA 


15 , 00 

15 .00 


-25*58 


-18 61 


CO " An: 


ic : • Art 

15:. 00 


-26 30 


— X t m OA. 


."'C'0 : .. : i ; :0: 

Dp . XO 


15 .00 


-27.57 


- I S 0 s ? 

— 70 : OA 


■ ■CO 07 

CO" :i *7- 


1 C : : A A 
15.00 


* ~.A 

-26 .26 


^ J • 14 


57 .17 

CC Oft 

pp . p U; . 


is. 00 

15 .00 


►25i 22 


-22 02 : ' 


to Ac 
JO . 43 


^■• : 1 : -iC - ' - A A 

15 >:UU 


-25 79 


^oo 04 




15 .00 


-24 77 


. xu 


■ Cft ^-1 

oO . ol 


15>:(J6 


^27 it bo 




p y . X U •: : 


ic : ftA 
15. 00 


-26 93 


—9 0 q c 


oU . 4q; 


- '«I-C- A /\ 

15.00 


.oo in 


— 77 pc . 
. 03 


o0 . 20 


15.00 


• OQ TA 


OO on 
-22 . 30 


60 . 70 


15.00 




-77 no 


co ■ : c 

59.52 


15 . 00 


"31 n/i 


-23 .26 


59.13 


15.00 


31,11 


-20.83 


59.80 


15.00 


29.96 


-23.25 : 


61.73 


15 .00 


29.32 


-24:21 . 


62 .14 


15 , 00 


31.20 


-22.99 


62.16 


15.00 




30 







WO 97/16177 

165 LEO CA 
165 LEU CB 
165 LEtr CG 
165 LEU GDI 
165 LEU CD2 
165 LEU C 

165 LEU; O ■ 

166 ALA N 

■ 166 ALA CA 
166 ALA CB 

166 ALA C 
' 166 ALA O 

167 VAL N 
167 VAL CA 
167 VAL CB 
167 VAL CGI 
.167 VAL CG2 
167 VAL C 

167 VAL 0 

168 GLY N 
168 GLY CA 

168 GLY G 

* 168 GLY O ; • 

169 TYR N 
169 TYR CA 
169 TYR CB 
169 TYR CG 
169 TYR CD1 
169 TYR CE1 
169 TYR CD2 
169 TYR CE2 
169 TYR CZ 
169 TYR OH 
169 TYR C 

169 TYR O 

170 GLY N 
170 GLY CA 
170 GLY C 

170 GLY O 

171 ILE N 
171 ILE CA 
171 ILE CB 
171 ILE CG2 



PCT/US96/17512 

TABLED ' 



-31.87 


: -23; 83 


63.17 


15 00 

^.w -. W w 


-31. #7 


-23 .10 




. 13 . U U 


-32.48 


•: -23^78 ' 


:v':-.i55 : 74: 


13 . yu 


-31.58 


-24.90 


66.i23 


15 00 

AW . WW 


-32.71 


-22; 77 


66 . 84 


15 00 

<4» W «, W W 


-33.31: 


-24.16 


: : t;g2 : ' : 8lL ; - 

■ W46 ■.. w kL ' 


i ^ no 


-34.08 


-23:.'2'7 ;: 


;v;:.W4b. : .. J*W 


i t; n n 
13 . uu 


-33.69 


-25-43 


62.90 


15 00 


-35 ibi5 


-25.86 




ip • uu 


-35 j 05 


-27.27 


• &2 h ex 


ic nn 

13. UU 


;-35^9i 


-25.81 


63 ft 6 

;.-:...,.WW .WW:. 


IwvUU 


-35.59: 


• : -26^57^ : - 


64 80 

.I;;. W.^B : .:ww 


: i nn 


^36.8(9 


• : -24 ; :.'i92 :: '. 


•• '.vyJ: . O J ■ 


1C Art 

JLw.UU 




-24.65 


65 00 

-WW.; : w.W 


13. uu 


-37.89 


: ; -:23;.;;b9:, : - 




1 r nn 
13 . uu 


: : -3i8p^7 : : v 


-22 71 


::.:;:P;V • 13;. 


13 . UU 


>-36.58 


-22 55 

. . . 4b 4b ;.. W W • ; ... 


V ; : : :. icc-.: r p . 

yy « op 


ic nn 
13 . UU 


-39.16 


:: -^25 ; >32 : -- : 

4bW:-«.W4b: 




i c nn 
13 . UU 


-39.98 


^ ^ : 2 : 5: :;:; 21' - ' 


Pp . Oft 


tc nn 
13 . yu 


-39.43 


-26.06 


6l R7 


1 R- n n 
13 • UU 


-40.71 


"-2^ : - 72 




r.c nn 
13 . UU 


-40.98 


-27 .09 


62 31 

: . W 4b . Ji. 


15 nn 

: 13 . UU 


^40.05 


-27 10 


■■: : :--yx-« fl| j: ; . ■■ 


ic nn 

:13 . UU 


-42 23 


-27 39 


ri Oq ■" 


tc nn 
.13 . UU 


^42.65 


--27.76 


60 65 

OU.OJ 


1 -K fin 

13 * UU 


-42.15 


--29 . 17 : 


60 29 

W W . 4b W 


15 nn 

13 . uu . 


r42.64 


• -43; 0^27; 


61 22 

. ' . w A: . :4b 4b .. . 


15 nn 

13 . UU 


-44.00 


W>. w .w 


ti 

Ol, j 1 


ic nn 

•. ;i3 . UU 


-44 .46 




: '- AO-'' 1 R 

■\'---PZ>-X3:-'. 


1 C: Art 
X3 . UU 


-41.75 


^3b;99 


••• W4b |,V1 - 


i c nn 

13. UU 


t42.20 


-3i $9 


62 ft 5 V ; 


15 nn 

: 13 • uu 


-43; 56 


-32.28 


62 91 • 

W4& * 7i 


ic nn 

13 • U U: 


-44.04 


v-3'w:i ; 2 : 8: ' :: 


: - : 6*V: 71 
yy 


ic nn 

13 .UU 


-44.16 


^27 70 " 




i c nn 
13 .UU 


-44 85 

— — - * W W.-. 


:■::■*:•/: •■JO'- 




13 . Uu 


-44.70 


^28 04 


5Q 

327 • WW : 


i c nn 
13 ..U U 


-46.13 


-28 00 

• y. . V:V 


CQ I Q 

. . y w . J- w 


ic nn 
13. uu 




-97: .*j£ : 


. -tin ' I'i 
D A. / J 


15 . U 0 


-45.83 


-28.26 


56.83 


15.00 


-47.48 


-26; 92 .' 


57^48 


15.00 


-47.95 


-26.63 , : 


56.13 


15.00 


-49.03 


-27.66 


55.72 


15.00 


-50.01 


-27.09 


54.71 


15.00 



W097/I6177 . PCI7US96/17512 







TABLE H 




171 ILE CGI 


"48.36 


-28.95 


■ 55.21 


15.00 


171 ILE CD1 


• ■' : -i|4'9i.:35 : - 


-30.05 


54 .82 


15.00 


171 ILE G; 


-48.54 


-25.23 


5&..14* i 


15 .00 


171 ILE O 


\-:^4 ; 8;^;9l: 


-24.71 


57.20 


15.00 


172 GLN N 


^48.58 


-24; 55 


55. 60 


15.00 


172 GLN CA : • 


: : : -49 .16, 


-23.20 


54,97 


15; 00 


172 GLN CB: 


-48.08 


-22,18 


:•• 54;<62 


15^00 


172 GLN CG 


-48.58 


-20; 75 


>54 : .'57 ; 


15.00 


172 GLN GD 


-47.50 


-19.79 


; y 54 : jvi2- 


15.00 


172 GIN OEl 


-46.95 


■ ^I9;v93; 


53.02 ■ 


15.00 


172 GLN NE2 


-47M8: 


' V -18,82 : 


54. 96 


15.00 


172 GLNV:^;T'' ''' :: . 


-50.29 


-23vl5 


53 . 96 


15.00 


172 GLN 0 


-51.45 


;':-22 : ;; ; 89 ; :.:: 


54.32 


15#0 




-49.96 


:;^23v : 336;.\ 


52 .68 


:- :; :i5- : :00 


173 LYS CA 


•-50.96 


-23.38 


' ' 51.61 I 


15.00 


^173- ^ 


-50.84 


:':^22vl4>' 


50.69 


15.00 


173 LYS CG 


-51.09 


-20.78 


51, 36 . 


15 .00 


173 LYS CD 


-52.40 


-20.72 


52 16 •■ 


15.00 


173 LYS CE 


-53 . 63 


^20; 91 ■ 


: " ; 51 ■ : -2^'-" 


15,00 


173 LYS NZ 


-54.88 


*20 ; 56 ' 


52 .66 


15.00 


173 LYS C 


-50.66 


-24.63 


50-81 


15.00 


173 LYS 6 


-50.20 


-24 .57 ; 


49. (57 


15.00 


174 GtY N 


-50.86 


-25.77 


51 45 • 


15.00 


174 GLY CA 


-50.60 


-27.04 


50; 79 


15.00 


174 GLY C 


- -49 .13 


: -27,39 


50,91 


15.00 


174 GLY Q 


-48 .77 


-28.52 


51v28 


15.00 


175 ASN N 


-48.26 


-26.42 


50.^3 


15.00 


175 ASN CA 


-46.83 : 


-26.66 




15.00 


x 13 AsN Cb 


'•'■'■'AC- r\c 

-46. 06 


-25.48 


50.10 


15.00 


175 ASN CG 


-46.31 . 


-25.33 


48 J61 • 


15.00 


175 ASN OD1 


-47.34 


-24 .79 


48>2b 


-V -15:;G0; : 


175 ASN ND2 
175 ASN C 


^45 : ;3 ; €; ;: : : . 
-44:>;33 : ; ;: ■" 


-25.81 
-26.96 


47 idd 


15.00 


175 ASN O 


: '>4S^5V'; 


—26.18 


52.11 . 
53.05 


15> 00 

15.00 


176 LYS N 


-45^69 


-28.13 


52.25 


IS, 00 


176 LYS CA 


-45.13 


-28.55 


S:5;3^v.$3: - 


15.00 


176 LYS CB 


-44 . 68 ' 


-30.01 


53 48 


15.00 


176 LYS CG 


-45.77 . 


-31.03 


.■wyvr ; i-.#, 


15.00 


176 LYS CD 


-45.27 


-32 .45 ■ .'. 


53 . 44 


15, 00 


176 LYS CE 


-46.19 


-33.50 


S2;85 


15.00 


176 LYS NZ 


-46.03 


-33.64 


51.36; 


15,. 00 


176 LYS C 


-43.92 


-27.66 


53 .74 


15,00 


176 LYS 0 


-43.25 


-27 .27 


52.77 


15.00 



W097/16177 



PCT/US96/17512 



TABLED 



177 HIS 
177 HIS 
177 HIS 
177 HIS 
177 HIS 
177 HIS 
177 HIS 
177 HIS 
0 177 HIS 

177 HIS 

178 TRP 
178 TRP 
178 TRP 
178 TRP 
178 TRP 
178 TR? 

JlM-'TRP: 
178 TRP 
178 TRP 
178 TRP 
178 TRP 
178 TRP 
178 TRP 

178 TRP 

179 ILE 
179 ILE 
179 ILE 
179 ILE 
179 ILE 
179 ILE 
179 ILE 

179 ILE 

180 ILE 
180 ILE 
180 ILE 
180 ILE 
180 ILE 
180 ILE 
180 ILE 

180 ILE 
*81 LYS 

181 LYS 
181 LYS 



N 

CA 
CB 
CG 
CD2 
ND1 
GE1 
NE2 
C 
0 
N 
CA 
CB 
CG 
OD2 
CE2 
CE3 
GDI 
NE1 
CZ2 
CZ3 
CH2 

C:-' 
o 

N 
CA 
CB 
CG2 
CGI 
CD1 
C 

N 
CA 
CB 
CG2 
CGI 
CD1 
C 
O 
N 
CA 
CB 



-43.57 
-42.44 
-42.90 

■ :-43; ; J:-81:i 
-43.59 

; : t45> 13 ; 
-45.67 
-44.76 
-41.73 
-42.31 
-40.48 

• -39.68 
-38.26 

' -38.13 
-38.29 
^37.96 
M38i68 

-37: 62 
-38:00 
-38.72 
-38.38 
-39.60 
-39.21 

-39^69" ;■• 

^40^ : 79,:'' 

-40.66 

-42.24 

-43.21 

-38.44 .; 

-37.97 

-3? .72 

-36.31 

-3.5U9 . 

-34. 04 

-35.73 

-35.30 

-36.03 

-36.62 

-35>13 , 

-34.73 

-34.63 



-27.37 
-26.49 
-25 . 04 
-24 . 59 

. ' -2:4«40 
-24.24 
-23.85 
-23.93 
-26 .66 

. -27.17 
-26.20 
-26.25 
-26.73 
-28:. 11; 
-29.32 
-30.39 

; ; 'i29;:S9>. 
-28 .49 

: : ^9;.i:g6i 

■-3 : 1:. : 71- 
-30.91 
-31.96 

-24,.:;8!; : ; 

-23.90 

^:23 : :.'2 ; 3' •' 

-23':. 11-'' 

-21.74 

-23.42 

-23.40 

-23.00 

-23.57 

^22 . 17 

-21.89 

-21:93 ' 

-21.77 

-23.25 

-24 .46 

-20.55 

-19.52 

-20.57 .' 

-19.40 

-19.75 ' 



54.99 
55.22 
55:10 
56.20 
57.52 
55.98 
.• ; S7.;12' 
58.07 
56.55 
57.50 
56.61 
57.82 
57.52 
57 . 02 
57.78 
56.93 
59.10 
55.78 
55.72 
57.35 
59.52 
58.64 
58.34 
57 r 60 
59.59 
60.17 
61.41 
62 . 03 
61.02 
62.15 
60.58 
61.56 
59.81 
60.07 
58.76 
59 .05 
58.02 
58.78 
60.77 
60.42 
61.74 
62 . 50 
63.99 



15.00 
15.00 
15.00 
15.00 

isVoo 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15,00 

15.00 

15.00 

15.00 

ISiOO 

15.00 

15.00 

15 .00 

15 . 00 

15.00 

;15.oij 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.06 
15 . 00 
15 .00 
15.00 
15.00 
15 . 00 
15 .00 
15.00 
15.00 
15.00 
15.00 



WO 97/16177 PCT/US96/17512 

TABLED 



181 LYS GG 


-34 15 


— to cn 
l o • O il 


o4 . 87 


15.00 


181 LYS cn> 


-33 79 




9Q 


lb . 00 


181 LYS CE 


-33,65 


-17 84 


67 1<5 


T:t Aft 

ID. 00 


181 tX&lM 


-33 . 21 


-18 18 


■ 6P :^7 


,ic Aft 
it n ft 


181 LYS C 


-33.36 


-19 v 00 


69 01 


181 LYS O 




— TO *TO 


62 .05 


15.00 


18 2 ASN N 


r33 20 


-17 77 


61 CI 


'"1-C : v Aft 

15 . 00 


182 


-31.90 


. -IT 34 


P1:.V4: 


■ ■ ■ ■•'IvC -' ■ -A:ft 

15. 00 


1$2 ASN CB 


-32 07 






15^00 


182 ASN GG 


-30 84 

j. v • o*± 


"■10,7*1 


58 .82 


15; 60 


182 ASN DDI 


+29.75 


-17 06 




15. 00 


182 ASN ND2 


-31.01 


•16 50 


' 57 53: 


1 C Aft 

15 . 00 


182 ASN G 


•31 .22 


-16* 43 


69 06 


1C Aft 

15 .00 


182 ASN 0 


•31.77 


u 16 14 


Ow .11 


it a ft 
15.00 




-30.00 


-15 98 


6 1 77 
P 1 . / / 


• VC Aft 

15 > 00 


lj83 SER (SA 


-29.29 


-15 10 


60 £o 


1 C 'ft ft 

15 .00 


$0 Stt 


•28. 07 


-15 81 


■" ^'•'■■*);t v 


■■"l : -C -- ''ft ft 

15 .00 


183 SER bG 


^27 ^40 






*1 : C - ft ft 

15 . 00 


183 SER G 


•28.87 


-13 89 


:. P1. JO 


■i'd ■'■ - ft : ft • 

15 .00 


183 SER 0 


-27 82 




OZ.27 


15. 00 


184 TRP N 


•29 .70 


-13 35 

-J • J J 


61 AC 
Ol • Uo 


•I^ C A ft 

15. 00 


184 TRP CA 


•29.40 


-12 13 


6 A T A 


1 C ■ - ft A 

15.00 


184 TRP CB 


-29.58 


-12 36 


JO . O J 


1 C ft ft : 

15 . 00 


1814:11^^0 


-28 . 57 


XJ «*y 


JO m44 


1 C ft ft- 

15 .00 


184 ;/ : l^VcD2r 


•28.61 


-13 87 


R6 on 
J0.7U 


1 C Aft 

15 .00 


184 TRP GE2 


-27 40 


14. JO 


5o . /2 


^ C . ftA 

15.00 


184 TRP GE3 


-29.54 


l-» • O** 


JJ.OO 


"■ ^ C : ft' ft 

15 .00 


184 TRP CD1 




1*3 Cfi 
-lw . 69 


58 .76 


15.00 


184 TRP NE1 


—26. 68 


-14 46 


D / . O /: 


1 C ft ft 

15.00 


184 TRP CZ2 


-27 11 


-15 9 6 


EC "CO ' ■■ 
JJ . J J 


■ - • *l C-' ft ft 

15. 00 


ISA G23 


' -r29.v25. : 


-14 59 


j<* . 9 / 


■• T-C-'" ' ft'ft --- 

15.00 


: : l?i :11lP : . CH2 


•28.04 


-i5 :: - - : 22-- - : 


C> :C7: • 

y4»P4 


• It Aft 

15. 00 


:i84- : TRP C ; • 


•30.28 


-10 Q8 


vU.OZ 


1: e Aft • 
15.00 


184 TRP 0 


•30 61 


lw . U 37 -. . 




15.00 


185 GLY N 


-30 70 


-1 1 09 
11 *uz 


>>5 Aft 


^ e?- --ft i\ 

15.00 


185 GLY GA 


-31 5t 




62 . 66 


15; 00 


185 GLY C 


-33 03 


-in 14 

lw. 14 


62 , 46 


15. 00 


185 GLY 0 


-33-46 


-10 


<^1 £Q 

01. oy 


15. 00 


186 GLU N 


-33.84 


-9.34 


63 .17 


15 . 00 


186 GLU GA 


-35-30 


-9.44 


63.04 


15.00 


186 GLU CB 


-36.00 


-8,71 


64.19 


15.00 


186 GLU GG 


-35,52 


-9.13 


65,56 


15.00 


186 GLU CD 


-36 .52 


-8.85 


66.68 


15.00 



WO 97/16177 PCTAJS96/17512 

TABLE H 



186 GLU OE1 


-36.30 




o/.oU 


15 .00 


186 GLU OE2 


-37.51 


-8 . 13 




••1:3 - UU 


186 GLU C 


^35.74 


-8.83 


61 73 


TC An 
1j . UU 


186 GLU 0 


-36/83 


■ -9,11 


61 22 


i 5 nn 


187 ASN N 


-34.89 


-7 . 97 


6i 19 


1 j . UU 


187 ASN CA 


^35.15 


-7.28 


59-95 


187 ASN CB 


-34.04 


. -6.25 


59^73 


15 no 


187 ASN CG 


-34.56 


-4.94 




AD . U U 


187 ASN OD1 


-33.77 


-4.07 


58 80 


15 on 

lv • UU 


187 ASN ND2 


-35.88 


-4.76 


■■' 59::;.i : 6:-: 


^ i4 on 


187 ASN G 


-35.21 


-8,22 


'•' 58;.-:75' -: 


15 on 


187 ASN 0 


-36.04 


-8; 04 




13 • UU 


188 TRP N 


-34.33 


-9.22 


■ " -5;8 v73^ v 


•' : - : '-^ : 5-> : --o : h 

. . 13 > : U U; 


188 TRP CA 


/#34v2€ - • 


-10.18 


57-64 


••: ; ' ; 13-.:U ; .U: ■ 


188 TRP CB 


: ; ^33i;.^3*--. 


-11.07 




: - 'i^^^hn' - ' 

: l j » UU 


188 TRP CG 


: ;R3:2i : :8S" ' 


-12 .02 


56 65 


■ 13 . UU 


188 TRP CD2 




-13.38 


■••''5 : fe ; ^ : 5# : '"-': 


:''.:: : :ii3:vU.U ; 


188 TRP CE2 


-32.98 


-13 .85 


JJ>-*.Q:- 


• : :--. : ''i'c ; - no 


188 TRP CE3 


-33.90 


-14.26- 




•;. . UU. 


188 TRP CD1 


-32.31 


. -11.72 




' : ' >: :r:C'-: AA ■ 

; 13 • U U • 


188 TRP NE1 


-32.39 


-12 . 81 


54 61 


••: 13 . UU 


188 TRP C22 


-33.27 


-15.15 


•'54 ::;: -A6 :;: -' : - 


: 1 C AA: 

13 . UU 


188 TRP CZ3 


-34.20 


-15*55 


57 Off 


: : 13> UU • ; . 


188 TRP CH2 


-33.88 


-15.98 


55.77 


'' : ::::-i-:5 : x nn 

:: : -. : -.:.ly-« UU / 


188 TRP C 


-35.50 


-11.05 


57.53 


15 on 


188 TRP 0 


-36.10 


-11 . 42 


• •5 : 8^--5 : 5'' :; •• 
• * 


: ^ : :i- ; 5 : ': : '-nh- 
13:i V U 


189 GLY N 


-35.85 


-11 .42 


•:, 5 : 6 > ^ : p.--' : 

WW. W ^ 


v iJtUU 


189 GLY CA 


-37.00 


-12.26 


56 07 


13 .UU 


189 GLY C 


-38.21 


-11 .92 


56 on 


13 .UU 


189 GLY 0 


-38.47 


-10.76 


J #•:•• ^3 


id .yu 


190 ASN N 


■. -38 . 97 


-12 .94 ■ 


57 "27 


i R fin 

13:. UU; 


190 ASN CA 


-40.16 


-12 .73 




: m Aft 
13 .UU , 


190 ASN CB 


-41.17 


-13 .86 


57 83 . 


15 no 

.13 . UU 


190 ASN CG 


-42.55 


-13.53 


: '58- ; ^€ - ' 


•:-1 :: 5 : - : ''riO-"' 


190 ASN GDI 


-42.70 


-12 . 88 


•59 - -g o':.-. ••• 


1 5 oh 

: : 13 . U U 


190 ASN ND2 


-43.57 


-13 .99 


• ; 57 - 65 ; . • 


13 . uu 


190 ASN C 


-39.79 


-12. 67 


3-7 t 94 


1C AA 

13 . UU 


190 ASN 0 


-39.85 


-13.66 


60 25 


15 00 
13 • UU 


191 LYS N 


-39.32 


-11.52 


60.00 


15.00 


191 LYS CA 


-38.95 


-11.34 


61.39 


15.00 


191 LYS CB 


-40.19 


-11.48 


62.29 


15.00 


191 LYS CG 


-40.95 


-10.18 


62:44 


15.00 


191 LYS CD 


-42 . 19 


-10.32 


63.30 


15,00 
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15.00 

i5>6o 

15.00 



191 LYS CE -43.32 -10.98 62.52 

191 LYS NZ -43.71 -10.21 61.31 

191 LYS G -37.84 -12.24 61.88 

191 LYS d -37.77 -12.55 63.06 ISvlOO 

192 GLY N -36 . 94 -12 .61 60 . 98 15 ,00 
192 GLY CA -35.83 -13.46 61.35 15.00 
192 GLY C -36.05 -14. 91 60. 98 15 00 

192 GLY O -35.12 ,-15.70 60.99 15.00 

193 TYR N -37.29 -15.27 60.65 15.00 
193 TYR CA -37.60 -16.64 60. 28 
193 TYR CB -38.84 -17.13 61.05 
193 TYR CG -38.60 -17.31 62.52 
193 TYR CD1 -38.73 -16.25 63.41 
193 TYR CE1 -38 .46 -16;41 64 . 76 
193 TYR CD2 +38.19 -18.55 63.03 
193 TYR GE2 -37.92 -18.71 64.38 
193 TYR CZ -38.05 -17 . 64 65 . 23 
193 TYR OH -37.77-17.80 66.56 15.00 
193 TYR C -37.83 -16.81 58.79 15.00 

193 TYR O -38.02 -15.82 58.08 15.00 

194 ILE N -37.82 -18.06 58.35 15.00 
194 ILE CA -38.04 -18.41 56.95 15.00 
194 ILE CB -36.75 -18.32 56^10 15.00 

15,00 
15.00 
15.00 



15.00 
15.00 

15 .00 

is ;oo 

15.00 
15.00 
15.00 



194 ILE CG2 -35.64 -19.14 56.72 
194 ILE CGI -37.03 -18.83 54.69 
194 ILE CD1 -35.86 -18.72 53.75 
194 ILE C -38.61 -19:81 56.83 15.00 

15.00 
15.00 



194 ILE O -38.11 -20.74 57.43 

195 LEU N -39 . 72 -19 . 92 56 .10 
195 LEU CA -40.38 -21.19 55.85 15.00 

15.00 



195 LEU CB -41 . 88 -20 .96 55 . 65 
195 LEU CG -42. 82 -20. 84 56 .86 
195 LEU CD1 -42.19 -20.08 58.01 15.00 

15,00 



195 LEU CD2 -44.12 -20.18 56 42 

195 LEU C -39.76 -21.78 54.59 Is.'oo 

195 LEU O -39.79 -21.16 53.53 15.00 

196 MET N -39.11 -22.93 54.71 15.00 
196 MET CA -38.46 -23.57 53.57 15.00 
196 MET CB -37.03 -23.97 53.96 15.00 
196 MET CG -36 .09 -22,77 54.14 15.00 
196 MET SD -34.43 -23.18 54.74 15.00 
196 MET CE . -33.67 . -23.82 53.22 15.00 
196: MET C -39.28 -24.78 t 53.11 15.00 



V4> 
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'.. TABLE H 



196 MET 0 


-40.09 


-25; 31 


53.86 


15.00 


197 ALA N 


-39.08 


' • -25.23 


51.87 


15.00 


197 Ala ga 


-39.83 


-26:.37 


51.32 


15.00 


. 197 ALA CB 


-39.62 


• -26; 47 ' 


49.82 


: :' 15 00 


197 ALA G " 
197 ALA 0 


-39.52 
• -38,37 


-27y71 

-28; i5 


51.98 
51 98 


15 on 

Xw i UU 


198 ARG N " 

v?M8^^AaS;'|(|A^ - 


-40 .56 
-40.40 


-28;:39 
-29 . 68 


52 .46 
53.11 


is on 

; <kd ..V U 


198 ARG CB 


-41.17 


-29.72 


54.44 


15 .00 


198 ARG CG 


-41.15 


-31.07 


55.15 


15 00 


198 ARG CD 


-. -41.43 


-30.95 


•,:::s& ;;; 63 : . 

: .:.yv«,vj . 


re nn 

1j . UU 


198 ARG NE 


-42.81 


-30.59 


56^92 


is on 


198 ARG CZ 


-43.79 


-31.47 


57.10 


15 OO 


198 ARG NH1 


-43 .54 


J--32 ; V78" 


57 . 01 


15 OO 


198 ARG NH2 


, ; '.'r.45V?0jl ;: - :: 


-31.05 


• 57 42 




198 ARG G 


-40.82 


; -3;0 .iiB5L 


52 23 


re on 


198 ARG 0 


^41.86 


-30.80 


51.57 


15 . 00 


199 ASN N 


-40.00 


;-31:;:|?;^ 


52 ,-23 


15 ,00 


199 ASN GA 


-.40.25 


-33 .10 


•Sires' • 


15 nn 


199 ASN CB 


-41.59 


,-33:v75; : : : : 


51.83 


15 OO 


199 ASN CG 


-41.57 


: -34.40 


53.22 


15 00 


199 ASN OD1 


.^42:^6;0s^: 


-34.43 


'^53191 


is 00 


199 ASN ND2 


■ ,^40 : ..;:42;; : • 


-34.91 


53 . 63 


15 00 


199 ASN C 


'nktOfcis .:. 


-32.94: 


49 .94 


15 OO 


199 ASN 0 


-40.49 


: -33 ;86 


49 19 


J. Zj . U U 


200 LYS N - 


-39.67 


-31.77 


49.49 


15-00 


200 LYS GA 


■ -39.50 


^31 ; .:55: ; '< ; 


48 .05 


15 OO 


200 LYS CB 


-39.77 


-30.09 


47.65 


15 00 


200 LYS CG ; 


-41.23 


-29;79 


47 .39 


15 00 


200 LYS CD 


V41.42 


-28.49 '■ 


46.63 


15 OO 


200 LYS CE 


f42;88 : 


-28.03 


46.65 ■ 


15 00 


200 LYS NZ 


#43.06 


-26; 68 :t i 


4 6 v 03 


15 00 


200 LYS C 


-38.09 


-31.95 


47.69 


15 00 


200 LYS 0 


.' -3:7; ; ;:28;^ 


-31.12 


47 .26 


15 on 


201 ASN N 


-37.80 


-33 .22 


47 05 


1 5 on 

ly • UU 


201 ASN CA 


-36.50 


-33 .81 


47 65 


15 nn 

i.J • UU 


201 ASN CB 


-36.24 


-33 .83 . 


46 13 


15 no 

X j • UU 


201 ASN CG; 


-37.32 


-34.57 , 


45.35 


15. 00 


201 ASN (DDI 


-37.09: 


-35.68 


44.87 


15.00 


2 01 ASN ND2 


-38.46 


-33.92 ' 


45.15 


15.00 


201 ASN C 


-35.31 


-33.16 


46*37 


15.00 


201 ASN 0 


-34.31 


-32.84 


47-74 . 


15 . 00 


202 ASN N 


-35.43 


-32; 90 : 


49.67 


15.00 
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202: ASN CA 
• 202 ASN CB 

' 202 ASN CG 
■■. 202 ASN-OD1 
2^2 A^ ND2 

202 ASN C 

; 202 ASN O ; 
'• • ,'; ' 203 ALA N 

203 ALA H 
203 ALA CA 

203 ALA CB ' 

204 CYS N 
204 CYS CA 
204 CYS C 
204 CYS O 

204 CYS CB 
; v ■■;:0diif ^C^SsG- 

205 GLY N 
205 GLY CA 
205 GLY C 

205 GLY O 
.. ' ^jbej lliE;: « 

:-/2;06vI3^;.:':Ca ; -. : f 
- 206 ILE CB 
.-: 206 ILE CG2 

206 ILE; CGI 
206 ILE CD1 
206 ILE C 

206 ILE O 

207 ALA N 
207 ALA CA :V 
207 ALA CB 
207 ALA C 

207 ALA 0 • 
. ■ 208 ASN N 

208 ASN CA 
208 ASN CB ;/■ 
208 ASN CG 

•;. 208 ASN OD1 
208 ASN NT)2 
.;. 208 ASNj C 



-^34 -32 


-32.33 


r JO ♦ ■j.y 


• .ir ic 
?JJ . 35 


-:T-9- 99 


•JJ .14 


■ -32,71 


>- 32.70 


-31; 00: 
-33 81 


^33 .48 

—9 ft 00 


-32 <50 


-30 77 


-34; 73 


-TO AQ 


,jy ; «;Oj:-.- 


— 9 fl 9 O 
JOfi *TO 


. - wflr • my 


"AO. 7j 
— 97 a o 


-33.35 


-28> 09 


^33.51 


^7>93 


-32.27 


-27 .66 


-31.18 


%6v94 


-30 38 


—77 70 

A / • / 27 


: -5Q-''V : gh!:: : 
;,*J : >,yV::- 

§^iv ; 7E: 


— 77 OC 

-25 . 68 
-24.48 


-29.83 


-30.00 


-30.11 


-29.81 


; -29. : 22;; :: 
-31 3 «v 


-29.98 
-70 c/i 


I"-" W.A..W.W. 

-31.77 


-29.30 


-33 30 

-W W.:...W:W • ■. 

k-itA no 


-9 0 tn 

- -7 n i i 


~W : W> : :Y- 0 • 
, .• J:W;» : fl*.0. -. 


7 0 OC 

—77 A 9 
— * / • 4 / 


i:TT>::./9:fc : . ; 

. w JL . JO . • 


-:«9a--a:c 
-30.23 


-31.36 


-31v68 


-31.00 


-32.84 


■JiXfjii- AC • • 
. us 


19 Oi 

-ww .273 


.on ci 
*& w .ox 




T Z 27: .J D 


■ ■ 9 a ■■ c9 : 
-34.57 


■ 9*7 9 : «i 


9 9 /TC 

•32 . 65 


-27 ♦ 33 
-2 6. 76 


-33 .15 
-32.53 


-27.34 


-33.15 


-2$. 21 


-34.02 


-26.89 


-32 .67 


-26 >32 


-32.95 



50.44 15.00 

50.50 15.00 

51.68 15.00 

52.75 15.00 



51.51 

AO DO 


1 C: AA 

15 .00 

- i"-"C '• A A 


4 -7 . M 

AO 7C/ 

;*W.«. / W 


15. 00 

i c nn 
15* 00 


4Q CO 

427 . 327. 


" ■ T'C : - A A" 

15 .00 


AO Oil 
42* . 2J4 

AO 719 


15 .00 

1 'C ' ■'" A : A 


4 5* . 0 2 

AO QQ 

4 o . 27 <J 


15; QQ 
15 .00 


in An 

427.2*0 


i e '.':A : A' ' 

15 .00 


51 .10 


15 .00 


AO ■AC' 
42* . ZD 


15 . 00 


AO or 
427 . 31 


1' : 'C : : *AVN" 

15 .00 


: C A CI A 

50 .89 


is i bo 


CI CO 
51 .DO 


15.00 


Cft C Q 

50.59 


15.00 


A-O A *7 • 

49 .47 


■:*i"C-.' - A A': 

15.00 


CA Oil 

50 i 84 


15 .00 


51.71; 


15. 00 


C9'- ' "i a : - ■ 

53 .19 


is. po 


54 .02 


15.00 


c 9 co 

53 . 52 


15.00 


RA QQ 
54 . 02* 


1 -C Tin 

15.00 


:fe"A QC 

54. 27 O 


•f ' C-" n A' 

15. 00 


C A Vfi 

54.38 


15.00 


CC A 1 

5o .41 


i e* aa 

15 .00 


EC fl*i 

5o.. 92 


. ^- n* . a a . 

15 i 00 


c c 6*» 
55 . 82 


15;.: 00 


56 . 97 


15.00 


55 .31 


15.00 


56. 11 


15.00 


55.95 


15.00 


55.88 


15.00 


56.24 


15.00 


55.31 


15.00 


55.05 


15.00 


53.77 


15.00 


52.51 


15.00 


52 .57 


15.00 


51.36 


15.00 


56.20 


15.00 



20$ ASN O -25.17 -33.40 56.12 15.00 

209 LEU N -26.72 -32.25 57.25 15.00 

209 LEU CA -25 .84 -32.03 58. 40 15 • 00 

209 LEU CB -24.76 -31.00 58.04 15.00 

209 LEU CG -23.41 -30. 99 58. 78 15 06 

209 LEU GDI -22.72-32.35 58.64 15 00 

209 LEU CD2 -22.51-29.^6 S8.24 15.00 

15,00 
15.00 
15 .00 
15 .00 



210 ALA CB -30.02 -32.57 60.81 15 Q' 

: 210; ALA C -28.10 -32.73 62.34 15:61 

210 ALA O -27.62 -33.86 62.34 15 . 0< 

211 SER N -28.18 -32.02 63.47 15 01 
411 :SER CA = -27.75 -32; 59 64.74 15;0< 
211 ^ER CB -26.24 -32; 46 64.92 15. 0< 
211 SER OG -25.84 -31.12 65; 06 15. 0( 
211 SER C -28g;45 -31.88 65.88 15. 0C 

211 SER O -29.03 -30.80 65.71 15. 0C 

212 PHE N -28.50 -32 .51 67.04 15 0C 
212 PHE CA -29.11 -31.91 68.21 15. 0C 
212 PHE CB -30.59 -32.31 68.33 15. 0C 
212 PHE CG -30.81 -33.79 68.43 15.00 
212 PHE CD1 -31,11 -34.54 67.30 15 .06 
212 PHE CD2 -30.72 -34.44 69.66 15 .00 
212 PHE CE1 -31.32 -35.91 67.39 15.00 
212 PHE CE2 -30.92 -35.81 69.77 15.00 
212 PHE CZ -31.23 -36.55 68.63 15.00 

212 PHE C -28.30 -32.39 69.40 15.00 
: ;212 PHE O -27.66 ^33,43 69.32 15.00 

213 PRO N -28.24 -31.58 70.46 15,60 
213 PRO CD -28.77 -30,21 70.54 15.00 
213 PRO CA -27,48 -31; 92 71.67 15,00 
213 PRO CB -27.21 -30.55 72.28 15.00 
213 PRO CG -28,47 -29,82 71,97 15.00 

Mb PRO C -28,27 -32.81 72.64 15.00 

213 PRO O -29.50 -32.76 72,69 15.00 

214 LYS N -27,57 -33,62 73.42 15.00 
214 LYS CA -28.23 -34.49 74.37 15.00 
214 LYS CB -27.67 -35.90 74.28 15.00 
214 LYS CG -28.06 -36.64 73.02 15.00 
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214 LYS CD 
214 LYS CE 
214 LYS NZ 
214 LYS C 

214 LYS O 

, 215 1^ CA 

215 ife GB 
215 MET CG 

: 215 MET SD 
215 MET GE 

: 215 MET G ; 
215 !^ OT1 

215 MET 0T2 

216 HOH OH2 

217 HOH OH2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 
233: HOH OH2 

234 HOH OH2 

235 HOH OH2 

236 HOH OH2 

237 HOH OH2 

238 HOH OH2 

239 HOH OH2 

240 HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH OH2 

244 HOH OH2 



-oo cc 


— 1Q 11 
"Jo. 1JL 


73 ; 07 


15 .00 






73 .03 


15 .00 


-25 7Q 


— "^9 70 
33 . / U 


oo oo 
1 2 •IS 


15. 00 


JOQ AO 


— 33 . 33 


7 c rr*7 . 

75 * 77 


15.00 


-oc o n 

0 ♦ 3U 


OO "7/1 

"jJ • /U 


76 .18 


15 .00 


-OQ ro 


— OO CO 


76 .47 


■ 15; QO 


-OQ AC 


-OO TO 
JJ.10 


7: / ••03: 


15.00 


-2Q 71 


—3-1 PA 


OO- OT: 
/ / . 33 


15 .00 


■ AO* / ^ 




OO : 
77 . 75 


15 .00 


— 7Q a*; 


— 7'Q rtft 
— 2SJ . UO 


78 .06 


15.00 


JU • JO 


: 23 • JZ 


79.56 


15.06 


-id 77 




: 0 O ' OT : - 

/o . 81 


15 .00 


-30 39 


-35 17 

3 3 . Ix. 


O O ;: : OC' : '' 


15. 00 




-33 97 


OU..U4 


15 . 00 


•2 ft A 6 


— TP 7*7 


OC CO 


15 .00 


•24 fi3 




01 ' o*? . 
81 . 97 


15.00 


-3l 11 


— tc or 

— i.3 • 33 


^c e «v 
65.82 


ISvOO 


-TO OO 


TO CO 
— JL9 .37 


64. 13 


15 . 00 


_ Q CO 
— O - JO 


-7.31 


62 .36 


15.00 


-A 71 
— O • / J. 




69.96 


15.00 


-34 27 


— 77 7o 
. I j 


/O • 48 


15.00 


-IS ft ft 


— 0 O CP 

— 33 • Oo 


£C CO 

oo . 32 


15 . 00 


-15 fifi 


—ft qo 

O •33 


CO 11 
03.il 


I 'C A A : 

15.00 


-24 93 

33 


-30 ft A 
~3 U . 04 


co vi o 

02.42 


1 : C A A ■ 

15 . 00 


-7 02 


-ft 77 


oo 0d 

/2 • 23 


1 C A A 
13 .00 


-13 39 


"f w. ou 


■ C C' ; O O '■ 
O O • 3 2 


1 C A A 
15.00 


-AA cc 


-JU • J.2 


50;. 27 


15.00 


— A A 1 A 
— 44 »X4 


TC O VI 
-3.3 •. 34 


56 .06 


15.00 


-37 oc 

. J: # .33 


— '1 C rtl 

-J..O . 02 


68 . 44 


15 v 00 


■ — OC A1 
— J O • 4± 


— TC OO 
-3D .82 


C *V Ac 

52 . 05 


15.00 


-on tin 


— OC 7C 
"JO. /3 


62 .15 


15 .00 


.17) i o 


— i o in 

— X3.3U 


67 • 02 


15. 00 


- 2p 1 c 
— *o • io 


-TO- OO 


62.41 


15. 00 


-22 03 


— O Q Q C 
— Z3 .33 


C*> 1 

62.71 


15.00 


-75 Q7 
a3 « 3Z 


— fi QC 
O .03 


75 .85 


15. 00 


— at An 


O O TO 

-fo .78 


81.30 


15.00 


— ^O TJ 
3 Z . / J 


-23 .15 


83 . 59 


15 . 00 


-4U .33 


-13 .35 


49.90 


15.00 


-35.40 


-24.36 


49 .00 


15.00 


-48.40 


-32.54 


58 .07 


15; 00 


-27.39 


-6.75 


59.53 


15.00 


-41.50 


-14.46 


65.52 


15.00 


-22.40 


-5 .47 


61.33 


15.00 
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TABLE H 



245 HOH OH2 


-33.17 


-27.91 


70.80 


15 


i^OO 


246 HOH OH2 


-45 . 87 


-26.25 


■ .75.72, 


• 15.0b 


247 HOH OH2 


-12.64 


-13.96 


81.39 


.. • 15 


ibo 


248 HOH OH2 


-3.78 


-18.92 


74, 98 


15 


.00 


249 HOH OH2 


-8 ; 03 


-17>70 


78.42 


. '. 15 


• PP 


250 HOH OH2 


-27 .41 


-34.98 


59; 22 


15 


.00 


251 HOH OH2 


-34.88 


-10.94 


• 53.71 


' 15 


.00 


252 HOH OH2 


-32.92 


-27 .68 


46.17 . 


15 


♦ QO 


253 HOH OH2 


-39.35 


-16.01 


44.28 


:: is 


.00 


254 HOH OH2 


-41.38 


-34.64 


56.30 


•• 15 


.00 


255 HOH OH2 


-44.42 


-18.35 


73 . 08 


15 


.00 


256 HOH OH2 


-32.35 


-13 .73 


61.23 - ; 


V IS 


.00 


257 HOH OH2 


-39.40 


-8.90 


59 .13 


15 


.00 


258 HOH OH2 


-28.41 


-8.93 : 


68.65 


15 : 


.00 


259 HOH OH2 


-31.58 


-6.53 


63.6$ . . 


is 


.00 


260 HOH OH2 


-19.27 


-8,48 


63.41 


15 


.00 


261 HOH OH2 


-33.33 


-20,29 


70.52 ; 


:; : : : : i^::: 


• 00 


262 HOH OH2 


-13.49 


-22.80 


78.17 


15 


.00 


263 HOH OH2 


-8.72 


-18.49 


72 .60 


IS, 


.00 


264 HOH OH2 


-10.39 


-28 .70 


76.32 


15. 


.00 


265 HOH OH2 


-20.24 


-31.77 


61.63 


15. 


.00 


266 HOH OH2 


-24.78 


-46, 10 


72.19 


15. 


.00 


267 HOH OH2 


-13.26 


-33.12 


68.94 


15. 


00 


268 HOH OH2 


-12.60 


-26.87 


72.01 


15. 


00 


269 HOH OH2 


-17.76 


-34.32 


80.14 


15. 


00 


270 HOH OH2 


-22.51 


-37.80 


70.83 


15. 


bo 


271 HOH OH2 


-7.33 


-12.89 


66.95 


15 . 


bo 


272 HOH OH2 


-9 . 75 


-17.21 


68.77 


15, 


00 


273 HOH OH2 


-30.86 


-20.40 


48 . 59 


IS. 


00 


274 HOH OH2 


-25.79 


-24.78 


42.10 


15. 


bo 


275 HOH 0H2 


-33 .50 


-37.21 


50.03 


• ; 15^ 


00 


276 HOH OH2 


-23.21 


-24.90 


43.38 


-vlS, 


bo; 


277 HOH OH2 


437,83 


-31,49 


44.10 


"15. 


00 


278 HOH OH2 


-37.02 


-30.78 


51.01 


;: -i5li 


00 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor bis- (cbz-leucinyl) -1, 3- 
diamiho-prppan-r2-ohe. 

Residue Atom x y : ; 'g.; ■ 



1 ALA CB 


-54 29 


-33 1 7 


■'d'vi' ; ' 


15; 00 


1 ALA e 


-53 ft ft 


— 39 £0 

J^ ..p j 


■C3 en • 
Oj . 50 


15.00 


1 ALA 0 




•'—33: -ic : si-' : ' 
•jj . pi 


oZ.eQ 


••' : ; :: iSi;0jD 


1 ALA N 

JU Aim VA 


ice rn 


"j4.Zo 


64 .17 


15.00 


1 ALA CA 


-54 Q3 

J^4 • 37 J 


— 3 7 ni 
J j * Ul 


64 .57 


; 15.00 


2 PRO N 


-53 59 
jj # j^ 


— 31 Ah 
■Jlf 4U 


Oj . 32 


15.00 


2 PRO CD 


-53 QQ 


-30 9 3 

j U . 4b J 


o4 . 09 


15.00 


2 PRO CA 


—52 59 

, J^ 


—30 do 


o2 .32 


15.00 


2 PRO CB 


-52 4Q 

J A a TB J 


— 9Q 4 k 


oz> 45* 


15. 00 


2 PRO C G 


-52 ft3 


— 9Q OiC 


Oj .94 


15.00 


2 PRO G 


-51 11 


— 31 CO 
— Jl. J7 


62 . 52 


' - .:15'.;6Q:;: 


2 PRO O 


-50 fi9 


— 71 

— Jli t>4 


63 . 64 


15,00 


3 ASP N 


—50 5? 


_ 7 o no 

"J««UO 


'■ ■ CA - A- A- '■ 

oi .44 


15. 00 


3 ASP CA 


-49 19 

^» J, 1-7 


— 39 iic 


ol. 51 


15 .Q0 


3 ASP CB 


-48 ft 9 


-3 3 4 0} 

—j j • %y 


CCS *>*7 


15 .00 


3 ASP CG 


- 49/ 53 


— 34 fifi 

•-.op 


60 . 3 2 


15; 00 


3 ASP OD1 


-49 A3 


— jj . DO 


Ol, 39 


15.00 


3 ASP 0D2 


-50 12 


- 3 R 9 o 

.■— j j . * y 


09.28 


15. 00 


3 ASP C 


-4ft 94 
f»o • z *± 


— "5 1 : ACL 
— jl . 4o 


61.55 


15.00 


3 ASP 0 


— * / • ou 


Jl. 14 


60.54 


15.00 


4 SER N 






62.68 


15. 00 


4 SER PA 


—47 o o 


-29 .62 


62.80 


15.00 


4 SER CB 


-47.99 


-28.35 


62.27 


15.00 


4 SER OG 


-48. 14 


-28.37 


60.86 


15.00 


4 SER C 


-46,84 


-29.35 


64.23 


15 . 00 


4 SER 0 


-47,54 


-29. 71 


65.19 


15.00 


5 VAL N 


-45.68 


-28.72 


64.36 


15.00 


5 VAL CA 


-45; 14 


-28.35 


65.65 


15.00 


5 VAL CB 


-44.25 


-29.47 


66.25 


15.00 


5 VAL CGI 


-43-09 


-29.81 


65.33 


15.00 


5 VAL CG2 


-43.75 


-29.04 


67.62 


15.00 


5 VAL C 


-44.36 


-27.06 


65.44 


15.00 


5 VAL 0 


-43.60 


-26.93 


64 .48 


15.00 


6 ASP N 


-44.59 


-26.08 


66.30 


15.00 


6 ASP CA 


-43.94 


-24.79 


66.20 


15.00 
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TABLEIH 




6 ASP CB 




-23.76 


65.68 


15.00 


6 ASP CG 


-44.35 


-22.38 


65.47 


15.00 


6 ASP 0D1 


-43.14 


-22 .26 


65.21 


15.00 


6 ASP OD2 


-45.11 


-21.39 


65.56 


15.00 


. 6 ASP? C ; ' 


-43 47 


. -24. 45 


67.60 


• 15.00 


6 ASP 0 / 


' ;: ±44. 25 


-24.02 




15.00 
15.00 


: 7 TYR N 


-42.18 


; -24V61 


67 .86 


. 7 TYR CA 

■ , <j;: YTR CB ■ 


-41 . 62 
-40.24 


-24.34 
-24.98 


69.18 




? tyr as; 


-40; 34 


-26.48 


69.38 


15; 00 
15.00 




-40 7^ 

.;. — *V ■ 


-27.10 


70,57 


15.00 


7 TYR CE1 


:;;-4S0:i:88\ 


-28,46 


70.65: 


15; 00 


7 TYR CD2 


-40.08 


-27.28 


68,27 


15.00 


7 TYR CE2 
7 TYR CZ 


-40.23 


-28.65 


68.34 


15 .00 


7 TYR OH 


-40 . 63 

V-40;78 


-29 .23 


69.53 
69 .62 


15.00 
15.00 


. 7 TYR G ; 




-22.91 


69.65 


15.00 


' 7 TYR 0 


-41.37 


-22.64 


70.84 


15.00 


. 8 ARG N 


-41.80 


-21.97: 


68.74 


15.00 


8 ARG CA 


-41.78 


-2P.56 




•• : i5 i: , : Op-' ■ 


8 ARG CB 


-41.99 


-19.67 


67.87 


15.00 


8 ARG CG 


-40.88 


-19.77: 


66.84 


15.00 


8 ARG CD 


-41,23 


-19.01 


65 .57 


15.00 


8 ARG NE 


-42.50 


-19.45 


■ 65.01 


15:00 


8 ARG CZ 


-42.96 


-19.10 


-,63 : M; ■' 


15.00 


8 ARG NH1 


-42.24 ' 


-18.30 


63.03 


15.00 


8 ARG NH2 


-44;15 


-19.53 


63.40 


15.00 


8 ARG G 


-42.85 


-20.28 


70.15 


15.00 


8 ARG 0 


-42.57 


-19.72 


71.21 


;-; ; i;5;: ; oo 


9 LYS N 


-44.06 


-20.77 


(B9i88 


15 . 00 


: 9 LYS CA 


-45.18 


-20.55 


70.78 


15.00 


. 9 LYS CB 


-46.50 


-20.64 


70.02 


15.00 


9 LYS CG 


-46.63 • 


-21.81 


69.10 




9 LYS CD 


-47.93 


-21.71 


68.33; 


15.00 


9 LYS CE 


-48.22 


-22.99 


67y54 ' : 


15.00 


9 LYS NZ 


-49.52 


-22.90 


66; 80 


15.00 


9 LYS C 


-45.22 


-21.43 


72 .02 


15.00 


9 LYS 0 


-46.25 


-21,56 


72 i. 67 .' 


15.00 


10 LYS N 


-44.08 


-22.02 


72.38 


15.00 


10 LYS CA 


-43.97 


-22.87 


73.56 


15,00 


10 LYS CB 


-43,66 


-24.32 


73-;16 


15.00 


10 LYS CG 


-44.79 


-25.04 


72.44 


15.00 


10 LYS CD 


-44.37 


-26.46 


72.08 


15 . 00 
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10 LYS NZ 

10 LYS C 

' io iiYs o ■. 

. II GLY N 

11 GLY 6 

:12 TO N 

12 TYR :GA 
12 TYR CB 
12 TYR GG 
12 TYR 

12 Tffi GE1 
12 TYR GD2 

.' 12 TiR GH . 
12 TYR C 

12 TYR 0 

13 VAL N 

■. i3-'v^.,M;;: 

13 VAL G3 
13 VAL GGl 

13 VAL C 

13 VAL 6 

14 THR N 
14 THR GA 
14 TOR CB 
14 THR OG1 
14 THR CG2 
14 C ' 

14 THR O 

15 PRO N 
15 PRO CD' 
15 PRO CA 
15 PRO CB 
15 PRO GG 
15 PRO C 

15 PRO O 

16 VAL N 
16 VAL CA 
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TABLE III . 





-27 Tfi 


71 -9*7 


15. * 00 


-45^80 


-2fi A A 


rift. ni 
(U . 01 


15 :. 00 


-42 .90 


. "AA .JO 


*7 A C il 

74.54 


15. 00 


-42.69 


— 29 QQ 


ZD v59 


15.00 




— 91 "4 A 
-Zl.JO 


74.19; 


15.00 




-•^.U i t o. 


75.05 


15.00 


• -39 83 




74.90 


15.00 


-38.95 




■lp . 74 


15 ; 6d 


-3$;69 


'• ^22 9 q 


73: io 


15. 00 


-36 48 




73 .51 


15.00 


— 7ft P9 


*>>r 
-24 .26 


72.67 


15.00 


-3 9 21 


-25 54 


73 TO 


1C A A 

■15'. 00 


-40 .43 


-2S 


74 . 06 


15.00 


• ^4d 85 

^ V . WW 


— 9fi fl7 
—* O • O / 


74,58 


IS. 00 




-Zo .58 


73.27 


15.00 


-Is 


x-^S-V- . 90:. 


73.79 


15.00 


-40 he. 


— 9*7 Qo 


74.44 


15; 00 


.*W.> : m/: 


19 


74.93 


15.00 


-37.45 


^22 .25 


72 .72 


15,00 


-36.33 


-22.72 


72.54 


15.00 




— 9T no 

. ■— 4 X . U if. 


72. 19 


15.00 


^36 94 


— 9fi 9Q 


71. j 7 


15.00 


-37.40 


-90 39 


CQ: OO 


15 .00 


-38.59 


; '"-£Q-- 43'" 

— 1 Q 'Q-TJ 


V7 • O / 


•'1 : C-' A A: 

15 .00 


-36.77 


—a " . 57 J 


68.97 

71 6*7 


15.00 

1 C A A 

15.00 


-37.69 


-18.26 


72.43 


15.00 


-35.55 


-18.35 


71.69 


15.00 




•1*7 A A 

-17. 00 


72 .11 


15.00 


-33 72 


—1 7 oh 


77 ^*7 

72.67 


15 .00 


-32 83 ' 


— 1*7 c «i 


71.69 


15.00 


t33v€4 ' 

-3-5 : - 21 


— l ie o q 


*7*j- fil 

73.91 


15 ; 00 i 


•.y.J-,»^«i. ••- 
-35 9fi 


X P . *7 O 
— XO . Jo 


70.97 
69.81 


15 .00 
15:00 


99 


-14 .68 


71.31 


15.00 


•35.25 


-14.08 


72,65 


15.00 


-35,27 


-13.64 


70.28 


15 .00 


.16 n-s 

■ J D: '. U J 


-.12 .35 


71.08 


15.00 


•34.46 


-12 . 83 


72 .43 


15.00 


34.23 


-13.82 


69.17 


15 .00 


33.14 
34.60 


-14.35 


69.41 


15.00 


33.72 


-13.42 
-13 .53 


67.96 
66.81 


15.00 
15 . 00 
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16 VAL CB 
16 VAL CGI 
16 VAL CG2 
16 VAL C 

16 VAL 0 

17 LYS CA 
17 LYS CB 
17 LYS CG 
17 LYS CD 
17 LYS CE 
17 LYS NZ 

L^;-%; V; 

17 LYS ; O 

18 ASN N 

" 18 ASN CA 
18 ASN CB 
18 ASN CG 

18 A^SN ;ODl 

■• : 18 ASN c •: 
; :18lASN ; :0 ;^ ; ; 

19 GLN N 
19 GLN CA 
19 GLN CB 
|a:;^L^|:G6:\: • 
19. GLN CD 
19 GLN OE1 
19 GLN NE2 

19 GLN C 
? 19 GLN O 

■ 2 0 iGUI ^ } 

20 GLY CA 
20 GLY C 

20 GLY O 

21 GLN N 

, 2 1 GLN CA 
21 GLN CB 
21 GLN CG 
21 GLN CD 
21 GLNOE1 
21 GLN NE2 
. 21 GLN C 
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TABLE m 



-34.45 


rl3.16 


65 50 


1C A A 


-33.63 


-13.60 


64.31 


T5 nn 

O.W • U w 


-35.81 


-13.78 


65.47 


15 00 

x W: . ww 


-32.52 


-12 .61 


66 .97 


is on 


-32.67 


-11.42 


O / . 4& W 




-31i32 " 


—13.17 




,1.C, rtA 

JL p ♦ U U 


-30,09 


: -12.42V 


66.91 


IS OO 


>29.08 


(-13.18 


67.77 


15 on 

■ Aw t UU 


-29 ;01 


-12.72 


69.22 


15 on 

aw., u.u 


-30.27 


-13 . 09 


70 02 


aD . UU 


-30.18 


-14.48 


70 64 

■# w :-« 0*t 


1 C AA 

XD . UU 


-29 .12 


-14.54 


7:1 :i &8 


JLp . UU 


-29.49 


-12.15 


65 .54 


15 .00 


-29 .;82 


-12.81 


64.56 


15 on 

A W . V w . 


-28.62 


-11. 15 


65 40 


1 C :AA 

13 :>:Vw. 


-27.91 


-10.77 


64 27 


■ C I A A 
AW • UU 


-28.01 


-9.26 


64 05 


15 no 

A W • w v 


-27.09 


-8.78 


62 .94 


15 OO 

Aw w UU 


-26.98 


-9 .42 




TC: AA: 

.XD.UU 


--26,38 


-7.69 


63 19 


1 5 on 

AW:. UU . 


-26.45 


-11.16 


64.43 '■ 


15 hn 

Aw . UU 


-25.79 


-10.73 


65 37 


15 nn 

Aw . UU 




-11.96 


63 51 

V W . W X 


15 nn 

Aw.UU 


-24.56 


-12.40 


63 i 60 


15 00 

Aw • UU 


-24. 34 


-13.65 


62.77 


15 do 

AW.. V V 


-24.88 


-13.58 


61.37 


is 00 


-24.42 


-14.73 


60.53 


isvoo 


-25.17 ; 


-15.28 


59.73 


15.00 


-23.15 


-15.05 


60 fift 

U V • DO 


IC A A 

AW . UU 


-23.52 


-11.35 


63 . 24 


15 nn 

Aw • UU 


-22 .35 


^il.:49 > . 


63 . 60 


15 .00 


S23:^i • 
-23 . 02 


-10.31 
-9.26 


62.53 


15 nn 

. AW.UU 


-22.10 


-9 . 67 


62 14 
61.00 


1 5 nn 

Aw.UU 
15 00 

AW.UU 


-22 r 51 ' 


-10.40 


60 11 


15 nn 

AW.UU 


•20.85 


-9.20 


61 04 


15 nn 

Aw.UU 


■19; 86 


-9.50 


60 01 


IC. AA 

aD .UU 


18.92 


-8.30 


37 • f O 


1 c: A A 
Aw . UU 


19 . 60 


-6.94 


59.55 


15,00 


20V68 


-6.99 


58.49 


15.00 


20-49 


-7.53 


57.41 


15.00 


21.85 • 


-6.43 


58.81 


15.00 


19 .03 


-10.74 


60.38 


15.0:0 
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• 21 GLN 0 ' 

• '•• " 22 CYS N 

22 CYS CA 
, 22 CYS C 
. •'•;:J : -:.'/^V^; .C^:- ; 0!.;=: : : 

: - 22 CYS CB 

22 CYS SG 

23 GLY N 

* " ■ 23 GLY CA 

- 23 GLY C 
. 23 GLY O 

24 SER N 
24 ISER CA 
24 SER CB 
24 SER OG 
24 SER C 

24 SER 0 

25 CYS N ■ 
25 CYS CA 

: - 25 JCYS CB 
25 CYS SG 
■ 25 CYS C 
.; 25 CYS O 

25 INH CI 
'■' 25 INH C2 
25 INH C3 
' ■ ' 25 INH C4 

25 INH C5 •■ 
' 25 INH C6 
25 INH C7 
25 INH 08 ' 
25 INH C9 
25 INH 010 

'/V ;\ V V ^SO^^xf^ 

25 INH C12 
: . • 25 INH C13 
25 INH C14 
25 INH C15 
25 INH C16 
25 INH 017 
25 INH N18 
25 INH C19 
25 INH N20 
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TABLE m 



-18, 02 


-11.06 


59.74 


15.00 




-11 A7 


61 A A 

OX.. 4 4 


■T'C AA 

15 .00 


^18y69 


-12. 60 


6 1 ft ft 
ox . oo 


1 C- AA 

X 3 . uu 


-19.37 
—20 59 


-13 86 
It 7 a a 

■ XJ . 54 


61 

OX • J j 

ox • z / 


1 cr nn 
X3v00 

15. 00 




-1 O cr 
-14. 05 


63.. 41 
64 1 6 


15.00 

i c An 
13 . 00 


-18.58 


-14.81 


6fl ft4 


IC Aft: 

■ la;. .0 0 


-19,15 


-16.03 


60 30 


1 m AA- 
1 J . UU 




-17; 03 


61 41 


1 C A A 

13 . UU 


-is ^90 


-18 15 


OX .JO 


15. 00 


^20v22 


-16 62 


£0 0.0 
Ox .O / 


15 . 00 


-20.56 


-17 43 

JL:/--..T» J.' 


CO 

OJ . jj 


15 ; 00 


-20.36 


-16 59 

Xw • 3 J 


04 . / y 


15 .00 


-21.14 




ca CO 
04 . Op 


15. 00 


21.99 


-17.95 


CO AO 

OJ v^j. 


: : : :T : t : A A '". 

15 . 00 


-22.60 


-18 .20 


C A ■ tr o 

Ofl . JJ 


i c nn 
15 . 00 




-18 14 


c o on 


ic nn 
15 . 00 


■ -23w91 


-IP rc 

X O • 03 


co on 


15. 00 


.. -24 . 41 ' 


-.ID C*a 


CA *7C 

oO .75 


15 .00 


-23.48 


-19 60 


327 ;. 34 


i c : nn 
15. 00 


-23.96 


-20. 05 


62 ft 2 


f 5 aa 
ia • uu 


-24 97 


-20 45 


Co Ah 

OJ .40: 


15. 00 


•••^•27- -2 4: 


wQ O C 


C*T *"7 A. 

57 .72 


15.00 


-26.55 


-9. 60 


CO on 

JO i JU'. 


la • OU: 


-25.31 


~10. : 22 


5ft OA 


1 A A 

13 v UU> 


-24.73 


-10.54 


57 61 


i ^ n a 

13. UU 


-25.43 


-10 51 


C£ A a 
JO . 44: 


15 .00 


• ■ ■ *»;W. ; :.;-V:-/ - 




CC Jfl 

56.49 


15 ; 00 


-23v41 


-11 96 


3 / .04 


13 . 0 0 


-23>:43 : . 


-12 6T 

. X^ • DJ 


co : Ob 


' 1 C - A'/\ : 

15? .00 


-22.90 


-13 56 

X;*» * t V 


*\7 AO 
J / .uo 


vi:C. n n - 
15:. P0 


-21.75 




■ '.tic cc 

J O .; O D 


; 'i' : 'C' : : n : n 
Ij.PP 


-23.40 


-15 6 > 


cc . oo 

33 v / :/ ■• 


15.00 


-22v3 : 2; ; -: : 


-15 50 


CA OO 

34. / /. . 


15. 00 


-22,79 


-14 6 «; 


AO" 
5 J . 42 


15 .00 


-21 66 


— 14 OA" 

— if! . oU 


C O 4 1 

52.41 


15.00 


-24:>507 ; -' 


-15.33 


52.91 


15.00 


-23 .13 


-17.06 


56 .23 


15.00 


-23.79 


-17.98 


55.74 


15.00 


-22.17 


-17.29 


57,12 


15.00 


-21, ; 81. 


-18.63 


57.60 


15.00 



-23-72 -14:. 55 56.73 15,00 



WO 97/16177 

TABLE m 



2 5 WB C21 


-21.96 


-18.81 


59 10 


25 INH 022 


-21.89 


-17.72 


CO CfZ 


25 im C23 


-19.42 


-29.07 


tiA 77 


25 INH C24 


-20.11 


-28 . 05 


54 QO 


25 INH C25 


-19.45 


-26,88 


55 73 




-18.09 


-26.70 


54.93 


25 INH 027 


-17 .41 


-27 .74 


54 30 


25 INH C28 


-18-06 


-28.92 


53 96 


25 INH 029 


-17.39 


-25.41 


55.26 


25 INH 030 


-18.05 


-24.15 


55 06 


25 INH C31 


-19.20 


-23 .80 


55 HI 


25 INH 032 


-20.33 


-23.84 


55 32 


25 INH 033 


-20.15 


-23.05 


57 on 


25 INH 03 4 


-20.47 


-24.13 


58.95 


25 INH 035 


-21.49 


-25 18 


JO * Jp 


25 INH 036 


-22.36 


-24.69 


57 ^n 


25 INH C37 


-20.73 


-26.42 


58.16 


25 INH C38 


-19.89 


-2i : ; 74 


58 63 


25 INH 039 


-18.75 


-21.39 


58 on 


25 INH N40 


-20.97 


-21. 01 


CO QC 


25 INH 041 


-20.91 


-19.72 


59 .64 


25 INH N42 


-19.01 


-23.44 


57 no 


26 TRP N 


-22.84 




ct . rt.c. 


26 TRP OA 


-22.76 


-22 11 


6 V 'S'* 

O J :«:JJ 


26 TRP CB 


-21.47 


-22.81 


62 . 88 


26 TRP CG 


-20.24 


-22.16 


63 .40 


26 TRP CD2 


-19.56 


-22;46 


64.62 


26 TRP CE2 


-18.51 ■ 


-21.53 


64.75 


26 TRP CE3 \ 


-19.74 


-23.42 


65 63 


26 TRP GDI 


-19.59 


-21.11 


62 84 


26 TRP NE1 


-18.55 


^20.72 


(S 3 65 


26 TRP CZ2 
26 TRP CZ3 


-17.64 

;. : -lf:.:8;8i ' : 


-21.52 


65 05 

V «J • 03 


26 TRP CH2 


-17.84 


-23 .42 

-22.47- 


66 72 
66 ft 9 


26 TRP C 


-22 .82 


-2i2.02 


64 ft7 


26 TRP 0 


••^23::: 3&. . 


-22 .93 


65 53 


27 ALA N 


^22:;; 34. ' 


-20.92 


65 44 


27 ALA CA 


-22.36 


-20.73 


66 89 


27 ALA CB 


-21.43 


-19.61 


67.30 


27 ALA C 


-23.79 


-20.43 


67 . 32 


27 ALA O 


-24.29 V 


-21.00 


68.29 


28 PHE N 


-24.48 


-19.57 


66 . 58 


28 PHE CA 


-25 .85 


-19.25 


66.92 



PCT/USI9W17512 . 

15.00 
- 15 .00 
- . 15.00 
15.00 

". 15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

15.00 :';V;. 
15.00 

15.00 'C 
: ' *5\t(KH : ; ; ^.;;' : : ;7 : 
■ 15 ; 00 "' 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 : 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 - : 
15.00 
15.00 
15.00 
15 .00 ; 
15.00 ■ .. 
15; 00 
15.00 



WO 97/16177 

TABLE m 



28 PHE CB 


-26, 38 


-18 ia 

AO . X^i 


oo.UI 


28 PHE OS 


-25.87 


-16. 78 


op . J 


28 PHE: CE)1 


-24.63 


-16 33 


OO . 2? 4 


2 8 PHE CD2 


-26.61 




O / • 4fi Z 


28 PHE CE1 


-■24.14 


-15 10 


vO, 


28 PHE CE2 


-26.11 


-14.72 




28 PHE CZ 


-^24.88 


-14.29 


67 17 
w / • X / 


28 PHE C 


-26,73 


-20 .49 




28 PHE 0 


+27v48 


-20 80 

«V«.yy 


o / . /p. 


29 SER N 


^26.60 


-21; 24 


65 74 


29 SER 


-27-36 


-22.46 


65.54 


29 SER CB 


-26.51 


-23 . 14 


64 25 


29 SER OG 


-27.55 


-24 39 


fid 08 


29 SER € 


-27 17 




oo ; 70 


29 SER 0 


-28 % 14 


-21 8Q< 


07 . JU 


30 SER N 


-25-i; 91 


-23 75 


67 01 


30 SER CA 


^25;57 


-24.67 


68.09 


30 SER; CB 


-2i;06 


-24 : 68 


CQ 11 


30 SER QG 


-23.33 


-25; 06 


67.19 


30 SER C 


-•26.28 


-24 24 


.JO 


30 SER 0 


-27.01 


-25 02 


70 hi 

/ U • U JL . 


31 VAL N 

il yilM GA 


-26; 09 
-26.67 


-22 .97 
-22 39 


69 .73 

70 Q3 


31 ;-y«E:^;;" 


-26; 13 
-27.14 • 


-20 95 
-20.07 


. 71 1 A • 
71 7Q 


//3:1-; ^d^^^^;-:-- 


-i24.87 


-20-99 


* X . 


31 VAL G 


-28.21 


-22.46 


70*89 


31^ vai (5 


-28.86 


-22.68 


71: :'q:o- • '• 


32 gly:n 


— 28v79 


-22 36 


CQ 7n 


3:2 GLY CA 


-30.23 


-22 42 

— — . • ■— ** ' 


OJ> . JO 


32 GLY G 


>30>77 


-23 77 


£Q GO 


32 GLY <S 


;-31:.:.$4:.-' 


-23 88 


70 R Q 




-3P-04 


-24 83 


IS O £ r 


■|3,;^^GA:. 


-30 .46 


-26 18 


70 ni 

/..V • UX 


33 ALA CB 


-29.67 






33 ALA C 


-30.27 


-26.36 


71 50 


33 ALA 6 


-31.10 


-26.99 


72 .17 


34 LEU N 


-29.20 


-25.80 


72 04 


34 LEU CA 


-28.91 


-25 .88 


73.47 


34 : 


-27.55 


-25.25 


73.77 


34 LEU C0 


-26,31 


-26.14 


73.47 


3 4 LEU GD I 


-25; 07 : 


-25 .37 


73.60 


34 LEU CD? 


-i;6v34 


-27.30 


74 .42 



PCT/US96/I7512 

15.00 

15.00 

15.00 

15 . 00 

15.00 
■ 15.00 

15.00 

15.00 
-•■ 15.00 

15.00 

15.00 

15 , 00 

15.00 
15. 00 . 
15 . 00 
• 15,00 ■ ' 
15.00 
15.00 " 
15.00 
15.00 
15.00 
: : : :i5v-:0o:; 
15.00 
15.00 • 
15.00 
15.00 

:-l : S;i:00:V 
15.00 

15,00 ■ 
15.00 

15. 00 •' ; 

15,00 

;i5!y:0O f : 

15.00 

15.00 

15 .00 

15.00 

15 .00 
15.00 
15,00 
15.100 
15.00 
15 .00 



WO 97/16177 

34 LEU C 

34 LEU O 

35 GLU N 
35 GLU CA 
35 GLU CB 
35 GLU CG 
35 GLU CD 
35 GLU OE1 

35 GLU OE2 
. 35 GLU C 

.'/.' 35 GLU O 
: : v 3i5 ;; GLYl.;N'':^ 
y 36- GLY CA 

36 GLY C:. 
■\ : '$6 GLY O 

37 GLN N : 

■ 37 GLN CA 
37 GLN CB 
37 GLN: CG 
37 GLN CD 
37 GLN OE1 
37 GLN NE2 

37 GLN C 

' 37 GLN O ..• 
'.' 38 LEU N 

. 38 LEU CA 
, 38 LEU CB 

- 38 LEU CG ' - 

38 LEU GDI 

38 LEU CD2 
v' 38 LEU C 

•' 38 Leu oi%-v. 
■ : : : -> V;3:9;;-l^s,n;-;,,'; 
W LYS CA 

■ 39 LYS CB 

39 LYS CG 
39 LYS CD 
39 LYS CE 
39 LYS NZ 
39 LYS C 

39 LYS O 
■r\- 40 LYS N 

40 LYS CA 



PCT/US96/17512 

TABLE m 



-30v00 


-25.20 


74.29 


1:5 00 




-25,66 


75.38 


15 on 




^24.10 


73 . 7:8 


t c nin 
13 . UU 


-31.61 




74.49 


15 00 


-31.82 


-22.00 


73 .88 


15: fin 


-30.62 


-21.08 


74 05 

■ w. *B .-WW 


•• TC /Aft 
A3 . UU 


-30; 60 


-19 .92 


73; 08 


1 5 hn 


-31.49 


%?;B3 


■ 7:2;.2i:;-; 


is. oo 


-29 v 66 


-19 . 10 




15.00 


-32.91 


-24.18 


74. 47 




-33.62 


-24.26 


75.47 


•'•■• ; i 5 o n 


-33.21 


-24.80 


73; 33 


• . : ii5 ; -;- ; i'ri ; 0"- : 


-34.43 


-23.58 


73 .22 


i'5'\ OO 

.7 : A W.:. V-V: .- 


-34.49 
-35.52 


-26 i 72 
-26.94 


74 

- : 74 86 


:: rc n/y 
AO . UU 


-33.38 


-27.43 


••••*■'—.• WW 

74 36 

:. t . w:w 


1j . UU. 


-33.27 




. 75.29 


: 15.00 


-31.99 


-29.34 


75 02 


1 5 nn 

A3 . UU 


-32 .04 


-30v08 


73.69 


15.00 


-33.27 


-30.95 


/w . WO 


A3 . UU 


^33.55 


-31.77 


74,45 


15.00 


-34.04 

-33,31 


-30 . 77 
-28.07 


72 52 : 

■ f *• *. W a :: 

76.74 


15 oh 

;A3 . UU 

15.00 


^33.94 
-32.66 


-28.69 
-26.94 


■ 77 fih 
77.00 


A3.UU 

15 00 


-32.66 
-31.99 


:: ^26;v : 34-, 
-24.97 


78 .34 
78 30 


15 ori 
15 00 


-31.70 

-30:58: 


-24.28 
-25.02 


79 .63 
80 35 

. WW . W J 


1:5 00 
15 00 

: A3 • U U : 


-31.32 


-22 J 84 


79 40 


15 on 

A J , UU 


-34.11 


-26.19 : 


78v79 


15 00 

AW ♦:VV - 


-34.52 


-26.71 


•V79i;.-82' : ;' : ^ 


• 15 oh 
aw • y u 


-34.91 


-25.51 


77 97 


15 00 


^3:6> : 3:i{': ; -.: 


-25.29 


' -78S--57-;.-- 

••/ w • ^ / : 


15 on 

A3 • UU 


-36; 96 


^24.53 


77: IjO 


15 on 

A3 . UU 


-38.48 


-24.37 


77 25 


15 00 

A J . UU 


-38.89 


-23 .62 


78 49 


15 00 

Aw-, U V 


-4Q;38 C 


-23v44 


78 51 


15 on 

•Aw . UU 


-4P.84 


-22 ; 84 : 


79.78 


15 . 00 


-37;. 01 


-26.62 


78.50 


15.00 


-37,78 


-26.76 


79.44 


15.00 


t36,70 


-27.62 


77.68 


15.00 


-37.32 


-28 .93 


77.83 


15.00 



WO 97/16177 PCT/US96/17512 

■ :■ TABUED!! : 

40 LYS CB -36.78 -29.89 76.76 15.00 

40 LYS CG -37,56 -31.18 76.57 15.00 

40 LYS CD -36.89 -32.09 75.54 15.00 

40 LYS CE -37; 73 -33; 32 75.24 15.00 

40 LYS NZ -39.05 -32.97 74.63 15.00 

40 LYS C -37,07 -29.52 79.22 15.00 

40 LYS 0 -38.00 -29.92 79.93 15.00 

41 LYS N -3 5 .80 -29; 51 79 . 64 15.00 
41 LYS CA -35.41 -30.07 80.92 15,00 
41 LYS CB ' v r33';.92'-r-3:b;^40:- 80.91 15.00 
41 LYS CG -33.48 -31.19 79.67 15.00 
41 LYS CD -34.36 -32.41 79.42 15.00 
41 LYS CE -34,05 -33.08 78.08 15.00 
41 LYS NZ -34.99 -34.21 77.78 15.00 
41 LYS C -35.76 -29.21 82.13 15.00 

41 LYS O -36.58 -29.61 82.96 15.00 

42 THR N -35.17 -28.02 82.25 15.00 
42 THR CA -35.41 -27.14 83.39 15,00 
42 THR CB -34.27 -26.12 83.52 15.00 
42 THR OG1 -34.29 -25.25 82; 38 15.00 
42 THR CG2 -32.94 -26.82 83.57 15,00 
42 THR C -36.72 -26.37 83.39 15.00 

42 THR O -37.10 -25.79 84.41 15.00 

43 GLY N -37.40 -26.33 82.25 15.00 
43 GLY CA -38.65-25.60 82.15 15.00 
43 GLY C -38.47 -24.08 82.03 15.00 

43 GLY O -39.43 -23.33 81.98 15.00 

44 LYS N -37 .24 -23; 57 82.01 15.00 
44 LYS CA -37.05 i-22. 13 81.89 15 . 00 
44 LYS CB -36.55 -21.53 83.20 15 .00 
44 LYS CG -37.49 -21.67 84.38 15.00 
44 LYS CD -36.91 -20.99 85.61 15.00 
44 LYS CE -35.68 -21.70 86.11 15.00 
44 LYS NZ -36.03 -23.03 86.65 15.00 
44 LYS C -36.05 -21.83 80.80 15.00 

44 LYS O -35.00 --22,48 80.70 15.00 

45 LEU: N -36 ; 39 -20 ; 84 79 .97 15.00 
45 LEU CA -35.55 -20.41 78.86 15.00 
45 LEU CB -36.43-19.88 77.73 15.00 
45 LEU CG -35.82 -19.71 76.33 15.00 
45 LEU CD1 -35.62 -21.08 75.69 15.00 
45 LEU CD2 -36.74 -18> 87 75 .48 15 .00 
45 LEU C -3^58 -19.34 79.32 15.00 



WO 97/16177 

46 LEU CA 

4 6 : LEO C : 

46 LEO O 

•^.;47 : jj^'^r. 

. : : :;: : : 47:- :j^y^- ; :':' 

47 ASN CB 
47 ASN CG 

. 47^ ^ 

47 ASN C 
: 4 7 ASN O 

48 LTO CA: 
48 LEU CB 

•v 48^L CG 
4#i^ 
48 LEU CD2 

48 LEU C 

;49vs^:i^ 
' ••'49: : ;-: : ;|er 

49 sm CB 
.. 4 9 SER QG 

49 SER c 

50 PRO N 
50 PRO CA 

50 PRO CG 

50 PRO C 

. , 50 

51 GLN GA 

• 5:i;:: G^|:GBv;: : ; 

51 GI^ m 



PCT/US96/17512 



• -34.32 


-18.47 




A3 . 00 


-33.36 


-19-39 


78 AO 


it nn 
xp • 00 


-32.32 


-18.44 


79. 15 


i nn 
xp.uu 


-31.47 


-19.02 


80.28 


it hn 


.:. ^30.58 


-18.14 


•81. 17 


i 5 hn 


:-29.23 


-17.96 


80.55 


i 5 nn 

13 . UU 


-31.23 


-16.81 


81. 44 


l 5 nn 


-31.51 


-18.26 


77.86 


15 nn 


-31.48 


•••-19,15' 


77 or 


1 n n 
xo.uu 


-30 492 


-17.08 


77.67 


nn 


-30.14 


-16.82 


76.47 


15 nn 


-30/.22; 


-15.35 


76. 06 


15 nn 

xo.uu. 


vr3i: r 33:- 


-15.09 ■ 


75.06 


15. 00 


-32 .44 


-14 .74 


75.43 


15 nn 


-31.04 


-15.28 


73 78 


15 nn 
x3 . uu 


-28i69 


-17.26 


76 64 


: 1 C Oft 

iO. uu 


-27.98 


: -16 . 75 


77 .so 


1 5 nn 

Ij. uu 


-28.27 


-18.21 


75 QO 

. ./ p • Of 


1 C AA 

x:> . 00 


i26.92 


-18.73 ' 


75 PO 


i C A A 

XJ • 00 


-26.89 


-20.21 


: / 3 • OX 


l. : C A A 

xo . 00 


-27.53 


-21.15 


76 55 


VlC Aft 

lj . UU 


-27.34 


-22.60 


76.17 


i R: nn 

xj.. UU 


-26.88 


-20.92 


/.;.■/ i OO 


i c Aft 
ID • U U 


-25.93 


-17.89 


75 07 


1C ft ft 

XO . uu 


-26.32 


-17 .11 


74 20 


it nn 

Xj . UU 


-24.64 


-18.08 


75.35 


15 nn 
lj - uu 


-23.56 


-17 434 


74.70 


15 no 

■ J» —J • W W. 


-22.47 


-17407 -. 


75 75 


15 nn 


-21.31 


-16.50 


7*v IP 


It A A 

xp . 00 


-22 .92 


-17 . 91 


73 43 


1 5 nn 
xp . uu 


^22 .16 ;,; 


-18 .88 


73 48 


1 5 nn 
lJ . u u 


-23.22 


-17.30 


7 2 7fi 


ic nn 
1j . 0 0 


-24.28 : 


-16.31 ■ 


72 02 


15 ft ft 
xp • UU 


-22.65 


-17.75 


70 .98 


15 nn 

xp ..UU 


^23:.42 


-16.92 


69.95 


15 nn 

X J . uu 


l24v;70 


-16.64 


70 62 


1 5 nn 

Xp . uu 


-21,16 


-17.38 


70.95 


15 nn 

1J • UU 


-20i34 


-18 .08 


7 h 1 5 


i c ft ft 

13.. 00 


-204.81 ; 


-16.27 : 


71,59 


15.00 


-19.43 


-15 480 


71.65 


15.00 


-19 . 35 ) 


-14.43 


72434 


15.00 


-17,95 


-13.79 


72.39 


15.00 


-17.46 


-13.23 


71. 05 


15.00 



MX 



WO 97/16177 



PCT/US96/17S12 



51 GLN 0£1 
51 CLN NE2; 

51 GLN G 

:; : ;;5>- j^ifNl.;'- 
; :;-52;;_J^:-;CA:^ 

52 ASN CB .: 

52 ASN GjDl 

/H52:y^5ND2: 
52 ASN C 

52 ASN O 

53 LEO N '• 

:53 : - : ^:^a; : ; 

53 ^ GB 

:53::rLED;^Gd ' ■ 
53 .LEO CD1 
53 LEO CD2 
53 LEO C 

53 LEO O : 
::;5^ ;; :VAL/N;;.!:; : ;: 
: '54: VAL; ;GA 

54 VAL CB 
54 VM; ; CG1 

54 VAL C 

54 VAL O 

: 55:;::asf N. 

55 ASP CA 
55 ASP CB 

-St:A^P^GG;;0 : 

55 AS P 0E>1 

55 ASP OE>2 

: 55--;ASP T . : C-. 
'55,ASP:/6 ; ^l; f ; 

56 CYS N 

56 CYS CA 
56 CYS G 
56 CYS O 
56 CYS CB 

56 CYS SG 
57VWALiNv 

57 VAL CA 



TABLE 

-18 .21 !r 12; 62 
-16.19 -13.42 
-18; 58 -16; 83 
-17.46 -17.15 
-19.13 -17.42 
-18V41 -18.42 
-19.31-18.96 
-18.59 -19.90 
-19.23 -20.62 
-17.2? -19.89 
-17.91 -19; 55 
-16.84 -20.12 
-18.67 -19.86 
-18v33 -20.90 
-19:;58/ ; ^-2'i.;37 ; 
-20 -.63 -22.10 
-21.81 -22:44 
-20.01 -23.36 
-17.31 -20.42 
-16:37 -21.13 
-17>52 :.-19.l9 
-16.66 -18.57 
-17.16 ^17.14 
-15:*22;V..;::-16:>:45:.: 
-18 »57 -1720 
-15.20-18:52 
-14.31 -18.88 
-14.96 -18.09 
-13.61 -17.98 
-13.58 -16; 93 ■ 
*14vl4. -15.59 
14>26 -15:33 . 
•14.45: -14.78 
•13.02 -19.26 
: 11,80 -19.39 
13.86 -20.19 
13.36 -21.41 
13.29 -22.71 
12.43 -23.55 
14.10 -21.61 
14.21 -20.10 
14.17 -22.93 
14.13 -24:i7 




70.30 15 . 00 
70.77 15.00 
72.38 15.00 
71.96 15100 
73.44 15.00 

v:74:.24 ■ 15:00 

75.35 15.00 

76.31 15.00 
77.07 15.00 
76.28 15.00 
73.35 15.00 

73.59 15.00) 
72.31 15.00 
71.35 15.00 

70.60 15.00 
71.42 15.00 

70.55 15.00 
72 . 01 15.00 
70.34 15.00 
69.99 15.00 
69.87 15.00 
68.8? 15 . 00 

68.56 15.00 
67.59 15.00 
68.00 15.00 
69.30 15.00 

68.53 15.00 

70.54 15.00 
71; 07 15.00 
72.18 15.00 
71.76 15:00 

70.55 15.00 
72.67 15.00 
71.65 15.00 

71.72 15.00 
72 .09 15.00 

72.73 15.00 
71.94 15.00 
72.20 15.00 
74 . 04 15 . 00 
75 .06 15.00 
70.96 15.00 
70.18 15.00 



WO 97/16177 

5? VAL CB 
57 VAL CGI 

V ;: 5'8] SER r ;N : : : ' : 
., ; *Y 58? SER CB 

.v-:$^;;.^^vog;v : 

' '> '58 T SEItiC:^ 
v ' :5;8;J : Sro^ ' 

/•:' : 59;,GLtrN"V 

59 GLU CA 
59 GLU CB 
59 GLU CG 

^- : :f; : ^5 : 9 :;; lGM:: ; (^ :: : : - 

59 GLU OE1 
59 GLU OE2 
59 GLU C 

59 GLU O 

60 ASN N 

. . 60 ASN CA .: , 
60 ASN CB 
60 ASN CG 
60 ASN OD1 
60 ASN ND2 

. 60 ASN C 

60 ASN O 

• 61ASP;!N 

• 61 ASP CA 

61 ASP CB : . 
61 ASP CG 
61 ASP OD1 
61 ASP OD2 
61 ASP C 

61 ASP O 

62 GLY N 
62 GLY CA 
62 GLY C 

62 GLY O 

63 CYS N 
63 CYS CA 
63 CYS C 



PCT/US96/17512 

TABLE m 



-15.44 


-24.43 


69 39 




-15 .38 


-25.80 


68 .73 


15 00 


-16.63 


< ■ -24 .33 


70; 30 


15 00 


-12.97 


-24.10 


69,19 


15 00 


-13.17 


-23.81 


68-02 


15 00 


-11.76 


-24.40 


69.66 


15 00 


-10.57 


; -24.35 


68; 82 


15 on 


:-9>34 


-24.73 


69>63 


15 00 


: : -9.44 


-26.68 


70 . 07 


15 Oft 

IW r UU 


-10.65 


-25 .25 


67 .61 


15 Oft 

X J . UU 


-9.90 


-25.09 


i - 66 ]> 65 


15 Oft 


-11.53 


-26.25 


67.65 


15 ft ft 

. X«9.-:«- U U 


-11.69 


-27.16 


66.53 


is ft ft 

Xw • u u 


-12.57 


.;-2^35;;, 


66.92 


15 ft ft 

J. J • UU 


-12.00 


■ --29.0 : \ 


68.00 


15 ft ft 


-11.98 


: ';>28j.£'6*; .. 


69; 36 


15 ft ft 


-13.00 


-27.95 


69.73 


15 ft ft 

*J . UU 


-10.95 


-28.66 


70 06 


15 ft ft 


-12.30 


-26 . 41 


65.35 


15 ft ft 

■ . X J tUU 


-12.28 


-26.89 


641 22 


15 ft ft 

. UU 


-12.89 


-25.26 


65 63 


15 ft ft 
lw * UU 


-13.53 


-24.45 


64.61 


15. 00 


-14V95 


-24; 06 


65.03 


15.00 


-15 T 92 


-25.21 


64.90 


15 00 

-i — ' « UU 


-17.09 


-25.08 


65. 23 


15 OO 

1J < UU 


-15.45 


-26.34 


64; 38 


15.00 


-12.71 


-23. 22 , 


64 ,26 


15 OO 
J. -J . u u 


-11.73 


-22.92 


64.93 


15 00 


-13.13 


-22.50 


63 . 23 


15 00 


-12.41 


-21.34 


62 05; 


15 00 


-12.53 


-21.28 


61; 22 


15 00 

X V- . u u 


-11.20 


-21.01 


60.53 


15 00 


-10.34 


-20.32 


61.12 


15.00 


-11.03 


-21.49 


59.40 


is oo 

U . vy 


•12.80 


-19.99 


63 . 35 


15 OO 
J.J • UU 


•12.23 


-18.95 


62 99 


15 OO 
J. J • u u 


•13 .75 


-19 .97 


64 28 


IS OO 

-L J . U U 


14.17 


-18.71 


64 P7 


15 ft ft 
XJ . UU 


15.12 


-18.03 


63.91 


15.00 


16.13 


-18.61 


63.51 


15.00 


14.80 


-16,81 


63.48 


15.00 


15.65 


-16.09 


62.52 


15.00 


15.45 


-16.63 


61 .12 


15.00 



VtH 
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63 CYS O 
63 CYS CB 

63 CYS SG 

64 GLY N 
64 GLY CA 
64 GLY C 

64 GLY 0 

65 GLY N 
65 GLY CA 
65 GLY G 

65 GLY O 

66 GLY N 
66 GLY GA 

' 66 GLY C ' 

66 GLY 0 

67 TYR N 
67 TYR CA 
67 TYR CB 
67 TYR CG 
67 TYR GDI 
67 TYR CE1 
67 TYR CD2 
67 TYR CE2 
67 TYR CZ 
67 TYR OH 
67 TYR C 

67 TYR O 

68 MET N 
68 MET CA 
68 MET CB 
68 MET CG 
68 MET SD 
68 MET CE 
68 MET C 

68 MET 0 

69 THR N 
69 THR CA 
69 THR CB 
69 THR OG1 
69 THR CG2 
69 THR C 
69 THR O 

7 0 ASM N 
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TABLE III 





AO . XO 


60.18 


15.00 


- AO . o:4 


^14. 59 


'•."•62 iv52:-: 


15.00 




.11 00 

-AO . A4 


64 . 03? 


15 .00 


-14.52 


-17 . 56 


' .-eo^r; 


. :-i5u ;: bo 


—14 26 


• — 1 ft 14 
AO . XH 




15 ; 00 


^15.17 






is^pp 


-is 50 


-TO co. 

A^ > O / 


Do .40 


15.00 


-15 60 


wi q qq 




1 C Art 

15 .00 


-16.47 
-16,39 


-21.14 


60.33 
61.41 


15-PO 
15.00 


..ic er 
-17 2ft 

.. .. X:f .4 O . 


— 90 1 c 
• : -4^. AD 

"fOrlO . 


62 . 31 

• 61 .30 : 


15.00 

. : : -:' : iS.'QP^ ; " 


" A 7 • OA 




62 .27 


V : ;:^15--. : :P0>' 


-18.50 
-*9v48 


-25.16 
-24; 83 ; 


62; 14 


15>;0i0; 


-1 ft 41 

:-— J.;0- t: ; *J-:. 


ior OO 

"4D • J 4 


61.48 

62 .78 


|svoo 

15 .00 




— 00 on 


62 . 74 


15 v 06 


-1 ft Q7 


— 0 0 7 /i 
•40 • /U 


• ^O AC' ■•■ 

62 .45 


15 . 00 


_ 1 D Oft 

— Ao • 4o 
— 1 o no 


00 •o^-' 
-28.86 

• O 0> : A A 


(51; 12 

■ -A'* 


15,00 


— 1 J . 

-to * A 
-IO • 4.W- 


1 -Z3 .00 
-29 .23 


59. 94 

58; "72 . 


15^00 
15.00 


L-f-4S Oft 


-28 .94 


61.04 


15.00 


-16 26 


4J.10 


07 . 82 


15. 00 


-17 no 

■A* . : w4 : 


— 9Q "51 

— 42* • O A 


JO:, pi 


. "i-.'e .Art' 

15,00 




-29 .51 


57. 46 


15.00 


—20 1 7 

*V • A / 


—9*7 OO 
—4 / . 49 


; /T il " •■I in • 

64 .10 


15.00 


-to 4 ft 


-97 1 A 
— 4 / .A* 


■- CI- TO 
DD .12 


1 e a a 

15.00 


.91: Aft 


— 9*7 AO 
—4/ .47 


64. 12 


15. 00 


-99 or 


- : — O O - XQ 
-4 / . 4o 


65 . 36 


■ - 'A f\ 

15. 00 


-9 x-. nc 

Zj . ./ O. 


■ 0 0 ■ ir A 
-4/ .60 


65.07 


15.00 


-94 Tft 
-4* • Jo 


: -'0 : c ' 'ii O .' 
—2 0 .42 


'64 : >-29'. ■ 


15i.p0 




— 0£ 0 0 


62.55 


■ *t : C A A 

15. 00 


.ic 11; 


ii.OO oc 

—4 / .35 


61.83 


15.00 


-21 PI 

4A.OA 


-28 . 62 


66.27 


15.00 


-21 


00 >i*a 
-40 .43 - 


67 . 47 


15 . 00 


-21: qo 

41. JO 


OO, : 7ft 


65 . 68 


15 .00 


-21 15 

41, ID 


-JO .96 


66. 43 


15 .00 


4U. 3U- 


-32 . 18 


65.50 


15 . 00 


-20.04 


-31 . 81 


64.42 


15 . 00 


-22.21 


-32; 71 


64.94 


15.00 


-19.90 


-30-65 


67.25 


15.00 


19.80 


-31-06 


68.41 


15 .00 


•18.98 


-29.86 


66.69 


15.00 
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70 ASN CA 
"; 70 ASN . GB: 
70 ASN CG 
70 ASN GDI 
70 ASN ND2 
70 ASN C 

70 ASN 0 
... 71 ALA N- 

71 ALA CA 

71 ALA GB 
; . 71 ALA C 

■ 71 ALA 0 

72 PHE N 
72 PHE CA 
72 PHE CB 
72 PHE CG 
72 PHE CD1 
72 PHE CD2 
72 PHE CE1 
72 PHE CE2 
72 PHE CZ 
72 PHE C 

72 PHE O 

73 GLN N 
73 GLN CA 
73 GLN CB 
73 GLN CG 
73 GLN CD 
73 GLN OE1 
73 GLN NE2 
73 GLN C 

73 GLN O 

74 TYR N 
74 TYR CA 
74 TYR CB 
74 TYR CG 
74 TYR CDl 
74 TYR CE1 
74 TYR CD2 
74 TYR CE2 
74 TYR CZ 
74 TYR OH 
74 TYR C 
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-17.74 -29.49 67.37 15.00 

-16.79 -28.76 66.42 15.00 

-16.05 -29.71 65.50 15.00 

-14.84 -29.64 65.39 15.00 

-16.78 -30.58 64.83 15.00 

-18.01 -28.62 68.59 15.00 

-17.32 -28.74 69.60 15.00 

-19 .03 -27.77 68.48 15.00 

-19.43 -26.88 69.56 15.00 

. - 20 - 37 -25,61 ; 6^;04 15.00 

-20.12 -27.68 70.67 15.00 

-20.03 -27.32 71.84 15.00 

-20.85 -28.72 70.28 15.00 

-21.54 -29.59 71.22 15.00 

-22.36 -30.65 70.47 15.00 

-23.54-30.11 69.74 15.00 

-24.28 -29.06 70.24 15.00 

-23.91 -30.66 68.53 15.00 

-25.36 -28.56 69.55 15.00 

-25.00 -30.17 67.83 15.00 

-25.72 -29.12 68.34 15.00 

-20.46 -30.29 72.05 15.00 

-20.43 -30.18 73.28 15.00 

-19.58 -30.98 71.34 15.00 

-18.47 -31,71 71.92 15.00 

-17.53 -32.13 70.78 15.00 

-16.60 -33.30 71.06 15.00 

-17.31 -34, 63 71.03 15.00 

-17.80 -35.13 72.06 15.00 

-17.35 ^35.25 69.85 15; 00 . 

-17.74 -30.81 72.93 15.00 

-17,27 -31.26 73.97 15.00 

-17.66 -29.51 72.63 15.00 

-17.00 -28.57 73.51 

-16.75 -27.21 72.81 

' -16.41 • : ^26 ,08 • : ■ 73 . 77 

-15.19 -26.05 74 .43 

-14-?1 -25,06 75.37 

-17.34 -25.09 74.06 

-17.07 -24.10 75.00 

-15.86 -24.09 75.66 

-15.60 -23 . 15 76.63 

-17.75 ^-28;36 74.82 



15.00 
15.00 

is .oo I:'-'--: . 

15.00 

••••is^oo ; - : ---- 

15.00 

i$. w . 

15.00 

15 . 00 ■ 
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74 TYR 0 

\ 75;yAL ; N-;: 
• • 75; VAL^ CA 

75 VAL CB 
75 VAL CGI 
75 VAL CG2 

' 75 VAL C 

75 VAL O 

76 GLN N 

■ 76 GLN CA 
76 GLN GB 

76 GLN CG 
76 GLN CD 
76 GLN OE1 
76 GLN NE2 
76 GLN C 

76 GLN 0 

77 LYS N 
77 ■ LYS CA ■:■ 
77 LYS CB 
77 LYS GG 
77 LYS CD 
77 LYS CE 
77 LYS NZ 

. 77;LY$: : i:G ; - ; ^ 

77 LYS O 

78 ASN N 
78 ASN CA 
78 ASN! CB 

. 78 ASN CG 
78 ASN OD1 
78 ASN ND2 
78 ASN C 

78 ASN O 

79 ARG N 
79 ARG CA 
79 ARG CB 
79 ARG CG 
79 ARG CD 
79 ARG NE 
79 ARG CZ 
79 ARG NHl 
79 ARG NH2 
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-17.14 -28.37 75.89 15.00 

-19.07-28.16 74.78 15.00 

-19-85 -27.94 76.02 15.00 

-21.30 -27.45 75.73 15.00 

-22.06 -27.23 77.04 15.00 

-21.27 -26.15 74.92 15.00 

-19.87 -29.20 76.91 15.00 

-20.07 -29.13 78.12 15.00 

-19.65 -30.35 76.29 15.00 

-19.62 -31.60 77.01 15.00 

-19.93-32.73 76.04 15.00 

-20.02 -34.11 76.67 15.00 

-19.74 -35.20 75.68 15.00 

-20.14 -35.11 74.52 15.00 

-19.01 -36.22 76.11 15.00 

-18.25 -31.81 77.66 15.00 

-18.14 -32.17 78.85 15.00 

-17.18 -31.59 76.89 15.00 

-15.82 -31.78 77.39 15.00 

-14.83 -31.98 76.24 15.00 

-14.56 -30.75 75 .41 15.00 

-13.69 -31.09 74.19 15.00 

-14.41 -32.05 73.24 15.00 

-13.62 -32.45 72.02 15.00 

-15.34 -30.65 78.29 15.00 

^14.37 -30.81 79.01 15.00 

-15.97 -29.49 78.22 15.00 

-15.60 -28.37 79.07 15.00 

-15.58 -27.07 78.27 15.00 

-15.38 -25.85 79.16 15.00 

-14.28 -25.58 79.64 15.00 

-16.45 -25.11 79.37 15.00 

-16.62 -28.28 80.20 15.00 

4l6.3:6 ■. -27,67 81>23 15.00 

-17.77 -28.91 79.97 15.00 

-18.89 -28.98 80.92 15.00 

-18-58 -29.92 82. ll 15.00 

-17 . 47 ^29.49 83 .06 15.00 

-16 .62 -30.66 83.51 15.00 

-17.44 -31.76 84.00 15.00 

-17,90 -32.75 83.23 15.00 

-17 .60 -32 .77 81.93 15 .00 

-18 . 73 -33 . 66 ■ : :-83:.74; ' :: : 15. 00 



WO 97/16177 



79 ARG p 


-19. 45 


79 ARG 0 


-^19.42 


80 GLY N 


-20.00 


80 GLY CA 


-20.58 


.. 80 . GLY C 


■;; 120.41 


80 GLY 0 


-^.9.39 


81 ILE N 


-21.44 


81 iMv&H 


-21.45 


81 11^ es 


' • : ' : - : 22v27 ' 


81 ILE; CG2 


-23.71 


81 ILE CGI 


.; "-.22 ;18 


81 ILE GDI ; 


/ -22^74 ; ; : ; 


ySl^ILEvC^^ 


-22.09 


81 ILE 0 


-23.08 


82 ASP N 


-21.48 


82 ASP CA 


-21 .99 


82 ASP CB 


-20.95 


82 ASP OS 


-19.75 


82 ASPOD1 


-I8V66 


82 AS P OD2 


-19.89 


82 ASP C 


-23.27 


82 ASP O 


-23.67 



83 SER N -23.91 

83 SER CA -25.12 

83 SER CB -26.03 

83 SER OG -25 ,32 

83 SER C -24.66 

83 SER O -23 .49 

84 GLU N -25.57 
84 GLU CA -25.22 
84 GLU CB -26.40 
84 GLU CG -26.09 
84 GLU CD -25.06 
84 GLU OE1 -25.03 
84 GLU OE2 -24.28 
84 GLU C -24.70 

84 GLU O ' -23.64;.* 

85 ASP N -25.41 
85 ASP CA -24.95 
85 ASP CB -25 .99 
85 ASP CG -25.59 
85 ASP OD1 -26 .24 
85 ASP OD2 -24.66 
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TABLE ID . : 

-27.65 81.39 15.00 
9; -27.31 . ' 82.57 15; 00 
; -26-92 80.44 15.00 
-25,63 80; 75 15; 00 

- o-2i.62 ; : 79; 63 / 15.00 , 

; -24. 61 78;53 : 15;00 : 
-23.82 79.44 15.00 
-22.77 78.45 15.00 
-23 . 14 77 M$ : 15 .00 
-23.46 77.59 15.00 
-22.01 76.17 15.00 
-22 .34 74,79 15 .00 
-21.59 79.18 15.00 
-21 .77 79.89 15,00 
-20.42 79.06 15.00 
-19-22 79.72 15.00 
-18.10 79.68 15,00 
i -18.37 80 . 56: - 15. 00 
>17;89 80.20 15.00 
-19.03 81.62 15 .00 
-18.70 79.09 15.00 
-19.11 78.01 15.00 
-17,78 79.79 15.00 

: : *17 -*5 ; 79,30 IS; 06 

-16.79 80.46 15; 00 

-16.05 81.44 15; 00 

-15.90 78.58 15.00 

-15.51 78.67 15.00 

-15 .24 77 .87 15 .00 

-14.02 77.16 15.00 

-13.50 76.35 15.00 

-12.30 75.46 15.00 

-12.58 74.36 15.00 
-13, 69 73 . 78 1 15 . 00 

-11.66 74 . 06 ' 15.00 

-12, 95 : 78,14 15.00 ';. 

- ; 12 .37. : ; \Sir:$2 : ■ 15 .00 ' • 

-12.69 79,23 15.00 

-11.70 80.20 is; do 

-11.46; 81.31 15.00 

- 10,32 82; 30 15,00 : 

-10vl9 83.38 15,00 

-9y5i 82;0i 15.00 ; 



TABLEHI 



85 ASE O 

; 86 ALA N ; 

86 ALA CA 

86 ALA CB 

■■-'i.8^:;:-A^.: : er: : v'- 

8 6 ALA G 

87 TYR N '• 
87 TYR CA 

|87 TYR: GDI 

f87:iTYR;: : CEl 

47:\TYR^:CE2; 

87 TYR CZ 

V;87i :: :;T^ ; :6H:: 
;|7/i^vG;; : ;; 
::ii: : .TXR- : ;,p^': ■: 

88 PRO N 
88 PRO CD 
8 8 PRO CA 
88 PRO CB 
88 PRO CG 

88 PRO C 
1B 8 PRO 0 

89 TYR N '• 
8? TYR CA 
89 TYR CB 
89 TYR CG 
89 TYR CD1 
89 TYR CE1 
89 TYR CD2 
j89^T^ ; : ; Cji2j; 

89 TYR CZ 
89 TYR Oft 
89 TYR C 

89 TYR O 

90 VAL N 
90 VAL CA 
90 VAL CB 
90 VAL CGI 
90 VAL CG2 



-23 .63 
-22.86 
-23L31 
-22.07 
-22.24 
-20.90 
-19.74 

<:«2#a9; 

:;;-20j.l:4; 

-18.31 
-17:.:86 
-16.64 
-17.49 
-16.27 
-15 -85 
-14.65 
-20.73 

-20.92 
-20,99 
-20.79 
-21.57 
-21.52 : 
-21.75 
-20 .91 
-19.71 

-21; 72 

-21,30 

-22.;5l" 

-22 .16 

-21.27 

-20.90 

-22.67 

-22.31 

-21 .42 

-21-02 

-20.67 

-21.33 

-19.38 

-18.66 

-17 .25 

-17 .32 

-16.37 



. -12.15 
-11.34 
-13.44 

.v-i3:.i:9i-. : 

-15.30 

-13 .85 

-13.84 

-13.82 

-13.77 

7 15.20 

-15.36 

-14.49 

-14.70 

-16.43- 

-16.64 

^15.78 

-16.03 

^13:17 

-13'88 
-11.84 
-10.92 
-11 .12 
-9. 66 
-9.80 
:-ll-:29 : ; 
-11.56 
-11.10 
-11.23 
-11.59 
-12.03 
-13.09 
-13.46 
-11.37: 
-11.74 
-12.78 
-13.12 

%9'i;90: ■ 

: :^8v86-'' 
9 v : 93 ;: ■■ 

-8.65 
-8^67 
-9.78 



80.82 
81.34 
80.74 
81.32 
81.86 
80.35 
80.76 
79.05 
78.03 
77.77 
77.13 

76.13; 

75.51 
77v*8 
76?. 86 
75.88 

0.75.^6: ; 

1 76.75 
v 7 5 : .76;:' 
76.74 
77.87 
75 . 60 
76.07 
77.54 
:::74C24; ; ; 

74-. 13 
73^21 
71,83 
70;96 
: ^?:,;56; ; ; 
69; 35 
68.07 
68v45 
67.17 
66.98 
6S;72 
71.38 
71.36 
71.05 
70,61 
71.22 
72.73 
70.68 



15. 00 

15.00 

15.00 

15.00 

15,00 

15.00 

15:00 

15.00 

15.00 

15.00 

15 .00 

15 .00 

15-iOO 

15.00 

15.00 

15^00 

;i5,O0 

15.00 

15 .00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15 . 00 

15.00 

15.00 
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TABLE m 



90 VAL C 


: ;. ; -l ; $t.5 : 4 


-8.62 




15-00 

: 15.00 


90 VAL 0 


-17 ft 5 


_"7 7C 


■ ; 68 . 61 




"19>i4 


' •'. -9-55 


68.39 


15.00 


91 GLY CA 


-19. 


-9.49 


66.94 


15.00 


r 91 GLY -C;i .;: 


-17 7fi 


- 27 . / / 


66 .31 


15>pp 


: V ,::?i^';:Gl^ : ;;0-,; . 


-17 50 

...... :*•.# ,. •; w«> 


J? 


05 . 15 


15.00 

>1:C . Aft 

X 3 i u.o 




-16.88 


riO 44 ; 


.V v : 67^cii3 : .; 




-15.56 


-io;^7 




15.00 
15.00 


-14;74 
. . -14.49 


^9 .51 
-8.76 


66.50 
66.31 
67.60 




-13:;. 93 


-7 An 


- O;/ ;. J D ■ 


15.00 


92 OEl 


' '■ -12.83 


-7.06 


67.80 


15.00 




. -14.67 


-6.59 . 


661:60 


15 . 00 


92 qi^ 

92 GLN O 


-14.81 
-15.19 

-13 75 


' -11 7"? 

. .■ JU-JU-.. J J ■ 

— AZ • ZO 


. o / .41 

, OOij/ ": 

::i6 : 6:i'89'. : -. 


^5.00 
•15.00 
15.00 


93 GLU CA 
93 GLU C6 


-12.90 

•• -12;. 01 
^l?v77 •' 


HM : v22 : - 


67 5Q 

. •;PP>:!!>9::.. . 

65.42 


••■• : 'T : :'ft-A 

15. 00 
^5v00 

v>^5;iO:(J 


93 GLLI GD 




-i5vG7 


64.31 


15.00 


93 GLU OE1 


-10.67 


-15.37 


;P* .• Of : 


lb. 00 


93 GLU OE2 


. ^12.27 


^15.13 ■ 




|C An 
JLD . UU 


93 GLU C 


-12.05 


-12.56 


68 (Siv 

:.V.— 


lO.UU 




-11.53 




;/ ;P.O-V,«:7::. : 


15.00 


94 GLU CA 


-11.92 ; 
-11,13 


-11 95 
-12. 78 


: CO" : --':7b A : ■ ' 

05? w Jo 

70.91 


15.00 
15, 00 




•'. ^11.93 


-11. 79 


71 .76 


i A n 


94 GLU CG 


• ^-i3x-3 : 9' ; 


-12.15 


'•7l ;: - :: Q'^- ; - : - 


,JLy • uu 


94 GLU bp 
94 


ri4,00 


-11 50 


lO 


15 . 00 


' : ^l?4v :15v 




: *7 T 1 Q ' 

74 .18 . 


- tr A A 

15 .00 


9 4 GLU OE2 
94 GLU C 


-14.31 
-10v73 


-12 . 24 

.-Juv.iT.p; •.. 


:l± . 7:4 


15 . 00 

15. 00 


94 GIW 0 


' -li.is 


-15.10 


71 A 7 


4C AA 

15 .00 


95 SER N .• 
95 SER CA 


- — J7; : . OO • 


— IJ , . 75 


72 .73 ; 


15.00 




■ .1*: a; .'■ oh ■ " ' *■ 


73 . 61 


is. oo 


95 SER CB 


-8 .39 


-14.21 


74 60 


X J .UU 


95 SER OG 


-7.22 


-11 77 


*7 ^ Q il 
AO . 94 


15 .00 


95 SER C 


-10.57 


-15.44 


74 15 


1 5 nn 

Xj ..UU 


95 :^ER;Q 


-11,48 


-14.73 


Mi:82^:V 


15.00 


96 CYS N 


-10.55 


-16.77 


74,42 " 


15^00 


96 CYS GA 


-11. 5 9 '■ , 


-1>.5;2 


75.13 '■ 


is . oo 


96 <^YS C 
96 CYS O 


-11.61 


-17. 01 


■ 76.56 


15.00 


-10 . 57 . ■ 


-16.90 


■ 77>:21:;- 


15 .00 
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•,. TABLE m ' 

96 CYS CB -Uv31i ^19.03 75; 08 15.00 

96 CYS SG -12 . 44 -20 . 07 76 ; 07 15 .00 
.v 97 MET N -12.80 -16.65 77.03 15.00 

97 MET CA. -12.96 -16 . 09 78.36 15.00 
97 MET CB -13.24 -14.58 78.26 15.00 

97 MET CG -12;.p5 : -l3i?5 77 .73: 15 .00 :: ; ; 

97 MET SD -12:56 -12.29 76.76 15.00 

97 MET CE '•; -i3.48 -ll.34 78.03 15.00 

97 MET G -14.07 -16.78 79.14 15.00 

97 MET O -14.87 -16;11 79.82 * 15 . 00 

98 TYR N -14.13 -18.10 79.07 15; 00 
98 TYR CA -15.15 -18.84 79.78 15.00 
98 TYR CB -15.00 -20.35 79.61 15.00 
98 TYR CG -16.06 -21 r 14 80.35 15.00 

3K, V ' :: --; 98 TYR CD1 -17.39 -21.10 79.94 15.00 

98 TYR CE1 -18.38 -21.80 80.65 15.00 

98 TYR CD2 -15.74 -21.90 81.48 15.00 

98 TYR CE2 ' -16 r 72 -22.60 82.18 15i00 ■ . ... 

98 TYR CZ -18.03-22.54 81.76 15^00 

98 TYR OH -19,00 -23.23 82.44 15.00 

98 TYR C -15.08 -18.52 81.26 15.00 

98 TYR O -14.04 -18.68 81.89 15.00 

99 ASN N -16.19 -18.01 81.79 15.00 
99 ASM CA -16.31 -17.67 83.19 15.00 
99 ASN CB -16; 96 -16.29 83.38 15. 00 
99 ASN CG -17.25 -15.98 84.84 15,00 
99 ASN OD1 -16.67 -16.58 85.75 15.00 
99 ASN ND2 -18.19 -15.06 85.07 15.00 
99 ASN C -17.20 -18.74 83.81 15.00 
99 ASN O -18.44 -18.61 83.82 15.00 

v lOO PRO N -16.59 -19.79 84.39 15.00 : . 

IpO PRO CD -15.15 -19.84 84.68 15.00 

100 PRO CA -17.29 -20.92 85.02 15.00 

100 PRO CB -16.19 -21.58 85.86 15.00 

100 PRO CG -15.15 -20.47 86.03 15.00 

100 PRO C -18.50 -20.55 85.87 15.00 

100 PRO O -19.48 -21.29 85.92 15.00 

101 THR N -18,46 7-19.40 86.53 15.00 
; 101 THR CA -19.58 -19v00 87.37 15.00 

101 THR CB -19.22 >17>77 88, 22 15 .00 

101 THR OG1 -18.93 -16.65 87.36 15.00 

101 THR CG2 -17.99 -18.06 89.08 15 .00 

101 THR C -20.81 -18.70 86.52 15.00 



TABLE m 



101 THR 0 

102 ; GLY N 
102 GLY CA 
102 GLY C 

102 GLY O 

103 LYS N 

: 103 LYS CA 
103 LYS CB 
103 LYS CG 
103 LYS CD 
103 LYS CE 
103 LYS NZ 
103 LYS C " 

103 LYS b . 

104 ALA N 
104 ALA CA 
104 ALA CB 
104 ALA G 

104 ALA 0 

105 ALA N ■ 
": 105 ALA CA 

105 ALA CB 
105 ALA C 

105 ALA O 

106 LYS N 
106 LYS CA 
106 LYS CB 
106 LYS CG 
106 LYS CD 
106 LYS CE 
106 LYS NZ 
106 LYS C 

106 LYS O 

107 CYS N 
107 CYS CA 
107 CYS CB 
107 CYS SG 
107 CYS C 

107 CYS O 

108 ARG N 
108 ARG CA 
108 ARG CB 
108 ARG CG 



-21.94 
-20.59 
-21.68 
-22 .27 
-23.16 
-21.80 
••; -22:32 
-21.70 
-22.23 
-21.78 
-22.56 
- 2 *- 02 
-23.83 
-24.39 
-24.50 
^25; 96 
-26.56 
-26.48 
-27 1 69 
-25.59 
-26; 02 
-26.71 
-24.89 
-23.72 
-25; 28 
■ -24.36 :; 
-24.28 I 
-23,38 
-23 . 65 
-22 .48 
. -21.33 
-24.99 \ 

^f2 ; 6.-i8;/- 

-24,23 : 

-24.77 

-24.82 

-23.38 

-23.93 

-22.76 

-24.54 

-23.86 

-24.60 

-26.12 



• ^19.07: 
^18.06 
-17,73 
-18.92 
-18.73 
-20vl4 ; 
-21.34 
-22.60 
^■-23 : ;^|8;- : 
-25.11 
-25.26 
-25.47 
-21.42 
-21.26 
-21.68 
-21.77 
-20.57 
-23.07 
-23.30 
•' : -23..92:' ; :' 
•^25:fl8:--' 
: : : -24:. : 9:4>:,': 
-26.20 
^25.84; 
::-27'.46' ; , 
-28.59 
-29.40 
-28 • 89 
-29.73 
-29i:7:2;:; 
-30.54 
-29.49 
-29.32 
-30.42 
-31.37 . . 
-30:v77i : . : - "»■ 
-31.03 
-32,64 
-32.59 
-33.78 
-35.07 
-35.99 
-35.73 



; 86.88 
;85.37 

ii;8iW47/: 

83.72 
82:87 

84; 00 
83 .33 
83.93 
83.33 
84.11 
85.40 
85.12 
83.45 
84.53 
82.34 
82.34 
81.61 
81.73 
81.71 
81.24 
80.65 
79.31 
80.49 
80.50 
80.37 
80.21 
81.51 
82-62 
83.87 
84.85 
84.36 
79.16 
78.83 
78.61 
77.64 
^:7;6#2 V V' : '; 

75.18 
77,72 
78110 
77.45 
77:52 
78:. 50 
78.59 



15 .00 

15,00 

15 .00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15i 00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15,00 

15.00 

15.00 

15 .00 

15,00 

15.00 

15.00 

15.00 

ISrOO 

15,00 

15 . 00 

15.00 , 
;:;*5>;00 ; '-:':;; 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15.00 
15; 00 
15,00 
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Table of the orthogonal three ciimens i bnal coordinates in 
Angstroms and B factors (A?) for the catheps in K 
complex with inhibitor ;: 2 ; ! i.!^Hi;-N f .-bis- s 
benzyloxycaxlw^ . 



esidue Atom 


X 






B 


1 ALA CB 


-44.52 


^:f3;7v5;4;;: ; 


" 64.26 


15; 00 


1 ALA C 


-46.72 


-36:34 


64.48 


15.00 


1 ALA 0 


-47.32 


-36.96 


63.59 


15.00 


1 ALA N 


-46.03! 




66.17, 


15.00 


1 ALA CA \' ':] 


-45.55 


/-36;. : 9'8 :): 


65.24 


is .00 


2 PRO N 


-47 .09 


-35.10 


64.86 


15.00 


2 PRO CD 


. -46.48 


-34.27 


65.92 


15.00 


2 v^ ca '•'•>•: 


-48 ,:19 


-34.39 


64.20 


15.00 


2 PRO CB 


-48.32 


•;-33 . 13. : 


65.04 


15; 00 


2 PRO CG 


-46.89 


-32.89 


65.50 


15.00 


2 PRO C 


-47; 85 


^-3*;^f5i' : 


62.76 


15. 00 


2 PRO 0 


-46; 73 


-34.29 


62.29 


15.00 


3 ASP N 


^48^84;< 


-33.52 


62 . 05 


15.00 


3 ASP CA 


-48.64 


-33.12 


60.66 


15.00 


3 ASP CB 


-49 .97 


-33.13 


59.91 


15.00 


3 ASP GG • 


-50.31 


-34.49 


59.37 


15. 00 


3 ASP OD1 


-50.61 


-34.58 


58.16 


15.00 


3 ASP OP2 


-50^25 


-35.48 


60.14 


15. 00 


3 ASP C 

3 ASP 0 '. 


-48 .06 


;-3i.73; v 


60 .63 


15 . 00 


4 S ER N 


-47.45 : 
r48.18 


-31.32 
-31.03 


59.63 

i 61.75; 


15.00 
15.00 


4 SER CA 


-47.72 


-29.67 


61.87 


15.00 


4 SER CB 


-48.86 


-28.74 


61.51 


15.00 


4 SER OG 


-48.48 


-27.37 


61.57 


15 00 


4 SER C 


-47.29 


-29.41 


63.29 


15.00 


4 SER 0 


^47:y?89;> 


-29.91 


64.23 


;.;-: : '^5^p;o;. 


5 VAL N 


-46.20 


-28.66 


63.43 


15.00 


5 VAL CA 


-45.71 ;; 


+28 .29 : 


64.73 


15 . 00 


5 VAL CB 


-44 . 98 


-29.44 


65.47 


15.00 


5 VAL CGI 


-43.59 . 


^29.68 ; 


64.89 


•15.00 


5 VAL CG2 


-44.88 


-29,11 


66 .96 


15.00 


5 VAL C 


-44.81 


-27.08 


64.62 


15.00 


5 VAL 0 


-44 . 04 


-26.93 


63.66 


15.00 


6 ASP N 


-44.96 


-26.20 


65.59 ' 


15.00 


6 ASP CA 


-4:4.v:19::> 


-24.98 : 


65.66 


15.00 



6 ASP GB 
f ASP CG 
6 ASP 0D1 

7 TYR CB 
7 TYR CG 

7 TOR GDI 

. : v-.;7 : '-^ 
7- -png- CE2 

:: : : 7.. :.!^;: : : GZ': : : ;. 

1 TYR O 

8 ARG N 
8 ^ 
8 ARG CB 
8 ARG CG 

8 ARG NE 
8 ARG C2 
8 A^ NH1 
8 ARG NH2 

8 :;;AI^:':C : ^ 

8 ARG O 

9 LYS N 
9 LYS CA 

9 1XSCD 

9 LYS CE 

9 LYS NZ 

9 LYS e 

9 LYS O 
10 LYS N 
10 LYS CA 
10 LYS CB ; 
ib pys CG ■ ' ' 
10 LYS CD 





TABLE 




^23,81 


-44.31 


;.J-22:.;s2; 


: -43:.: ia^ 


-22.45 


-44.88 


-21.58 


-43 . 72 


-24^81 


-44.50 


-24.48: 


-42 ; 42 


-25. 02 


-41.83 


-24.90 


-40; 43 


-25.53 


-40.49 


-27.05 


-40.75 


-27,66 


-40.88 


-29 r 04 




-27.85 


-40.47 


-29.24 


-40.74 


-29.83 


-40.89 


-31.20 


-41,80 


-23.47 


-41.66 


-23.28 


-41.93 


-22.48 


-41.95 


-21.08 


-42.06 


-20V12 


-40.92 


-20.21 


-41,19 


-19.30 


-42.23 


-19.84 


-42.66 


-19.26 


-42.13 


-18.11 



-43.61 -19.84 

-43.20 -20.93 

-43.18 -20.25 

-44.28 -21.58 

-45.54 -21.53 

-46.66 -22.14 

-47.11 -21.26 

-47.98 -22.07 

-48.74 -21.20 

-49.84 -20.49 

-45.45 -22.22 

-46.19 --21.88 

•44J.53 --23.16 . 
•44 ; 30 v M23 .91 
43.82 ; : -25 ^33 

44.90 -26; 25 

44.35 -27.64 



TV 

65.22 15; 00 
f 5 . 06 15.0 a 
65.49 15,00 
v '-: : 64i 49- : • ISii OO: 
6? .16; 15^00 

68^00 15.00 

67,31 15V 00 

68; 64 15.00: 

68.66 15.00 

68.76 15.00 

69.98 15.00 

70.08 15.00 

67.63 15.00 

67.72 15.00 

68.95 15.00 

69.06 15.00 

69.20 15.00 

70.42 15.00 

68.33 15.00 

68.77 15.00 

67.58 15.00 

66.57 15.00 

65.38 15.00 

64.51 15.00 

63.38 15.00 

62.97 15.00 

62 .66 15.00 
69.64 15.00 
70,68 15.00 
69.21 15.00 
69.92 15.00 
69.08 15.00 
67.92 15.00 
66.95 15.00 

65.98 15.00 

66.67 15.00 
71,27 15.00 
72.1? 15.00 
71.39 15 . 00 
72.63 15.00 
72.30 15,0:0 
71.75 15.00 
71,47 15 .00 
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TABLE IV 



P<iT/lJS9d/17512 



10 LYS CP 


-45 48 


-2R 6"V 

■ ' *v . vy.- 


71 7 n 


ID . uu 


10 liYS NZ 


-44,99 


-30 .01 


70 87 


15 nn 




-43 .28 


, : ^23-v22i ; ; :: 




15 no 

Xj « UU: 


; 'iQ; ; ; ;'i^S:::.o:; 


-42.94 


• . -23 .;:73f 


74v60 


15 00 




-42 .75 


-22.09 


73. 09 


15 no 


:' :: ilx--GI>Y^ CA 


.. -41; 77 


. . -21.37 


'•• 73 flfi 


15 nn 
xj.uu 


' • ! 1 : -1-' gT>Y- ::: C , v -: 


-40.41 


-22. 04 


73 97 


1 5 nn- 

Xv* UU 


11; (SLY 0 


-39.71 


-21.91 


74 97 


15 nn 

. . Xj, UU 


12 TYR N 


W40;02 


-22.75 


72 92 


15 on 




-38.73 


'^23;..4 : i.; : - 


72 89 


15 no 


12 TYR CB 


-38v86 


^24. 81 


72 29 

/ X . x^ 


15 nn 
xj.uu 


|12 TO 


.•;^39 : .;47i - 


-25 .^6 


73; iia ; 


1 5 nn 

X3 . UU 




.^ : ;: : ^4b :: .-56:- 


-25.59 


; ' '"- :i 73: <:9Q : " 


15 no 
xj.uu 




-41.1i2 


-26.56 


74 QT 


15 nn 
xj.uu 


;; 12;' TttCE2 


. . J W • .7 *» 


.07 lV 

. XVf. . * X J . 


7T 71 

/ J«4x. 


ic nn 




:. :^39:;,49- ' 


X 0:-*:X>"4 - -. • 


74 09 " 


15 nn 

Xj . UU 


C>12': : t : lTO^::€Z ; :^^ 




-27.84 


74 ft 7 


15 on 

Xj . UU 


12 • T^lOTy-;-' 


■ -41. 10 


-28. 81 


75 64 . 


15 on 

XJ. UU 


12 <|TYR; : \C : ^- 


;^37^:;73^. 


: -22 62 


77 : 04 


15 nn 

Xj • UU 


12 TYR 0 


^3 6; 65 


-23 14 

. X J • XM 


7 1 : : 79 
■• / X . / x 


n;c on 
xj.uu 


13 VAL N 


-38 . 08 


-21 30 


71 66 

/ X • OO 


15 no 

xj.uu 


13 Vftlj GA " 


-37.21 


-20 59 

X> V/ * +J J ■ 


70 fth 


15 OO 
Xj.uu 


13 ^ 


-37.82 


-20.46 


69 40 


15 Oft 

X J . UU 


:^13':- ; ■ 


-36.75 


-20 07 


6ft 3ft 

DO . J O 


ic nh 

Xj • UU 


13 A^^^ TO 


-38.52 


-21 73 

. . x x ... /j 


69 07 


15 nn 

Xj • UU 


:13: VAL - C 


... . j y • ^ J 


-19 17 


71 TO- 
/ X • J U 


1 tr . nn 


13 VAL 0 


-37 86 

J- r . W. V . 


-1ft 45 

XO ■ *a X 


71 61 
71 1 OX 


Xj.uu 


14 THR N 


-35 66 


-1ft 79 


71 \4 


ic nn 


■'.i&i ^.T^i^GA- 


-35 29 


-17 45 

- . X ' / : , a Tt J. • 


71 7ft 
/X. / o 


1 nn 

Xj. UU 


i4i : TBR G6 • 


-33 84 

J J . v •» 


-17 40 

X /.: : « .*| U 


77 ^9 
/ x « Ox 


ic nift 
XD • UU 




432.91 


-17 76 

X /: . / O 


71 90 
' x . X O 


ic on 
xj.uu 


?14i£^^ ' 


-33 . 67 


-18.33 


73 57 


1 5 nn 

Xj . u.u 


14 THR C 


-35 46 

•• J J • <■ w 


-16 57 


7ft RQ 


it nn 
xj.UU 


:;i4^::!THR^ 


: : :: ; ^35^S5.' : v, 


-16 96 


6Q 46 


1 ^ nh 

Xj • UU 


15 PRO N 


' : ^35^ 49 


-15 20 

X J . X w 


70 ft 4 


15 nn 

Xj . UU 


15 PRO GD 


-35 39 
j j « j ^ 


-14 4ft 


79 1 9 
/ x . Xx 


ic nn 

Xj.UU 


15 PRO GA 


-35 65 

■ — — * " ■— 


-14 97 
;X% • x / 


60 79 


re nn 

Xj . UU 


15 PRO PR 


— r "7i 

"JJ . / X 




70.42 


15.00 


15 PRO CG • 


-34.93 


•13.12 


71.67 


15.00 


i5 PRO C 


-34,54 


-14.35 


68.69 


15 .00 


15 PRO 0 


-33.45 ■ 


-14.89 


68.95 


15.00 


16 VAL N 


-34,85 


-13.85 


67.50 


15.00 


^6i : A^>:eft;.:; :: : 


' -33 .94 


-13.84 


66.37 


15. 00 
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• 16 VAL CB 
J 16 JVAL CGI 
' 16 VAL CG2 

16 VAL C 

16 VAL 0 

■ 17 LYS N : 

17 LYS CA 
17 LYS CB 
17 LYS CG 
17 LYS CD 
17 LYS CE 
1? LYS NZ . 

' 17 LYS C 

17 LYS O 
•:>. 18 ASN N • 

18 ASN CB 
18 ASN CG 

■ 18 ASN QD1 
1:1; ASN ND2 ' 

18 ASN C 
: tt^Sti;Q 

19 GLN N 
19 GLN CA 
19 GLN CB 
19 GLN CG 
19 GLN CD 
19 GLN OE1 
19 GLN NE2 ' 
19 GLN C 

19 GLN O 

20 GLY N 
20 GLY CA 
20 GLY C ; 

20 GLY O 

21 GLN N . . 
21 GLN CA 

21 GLN CB ' ■ 
■ ■ ' 21 GLN ' CG '■' ' 
21 GLN CD 
21 GLN OE1 . ■ 
' 21 GLN NE2 
■ ' 21 GLN C : 
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TABLE IV .■■;''■■;}/ 

734 . 68 -13 . 41 ';}$S::$0- ; 15 . 00 . 

-33.72 -13.35 63.90 15^00 

-35.82 -14.39 64v78 ISiOO • " . 
' "32.^1 -12. 94 . 66.61 ; 15,00 ■ 

-32.84 -11.79 67.04 iHofr 
■'■■\T31; r $*.- -13.50 66.33 15; 00 

- 30 - 27 -12-80 66.48 rbjda 

^29.26 ^3.70 67.22 15.00 
-29.85 -14.45 68,41 15.00 
-30.15 -13.52 69.56 15.00 
-31.10 -14.14 70.58 15.00 
-30.73 -15.52 70.94 15,00 
-29.70 -12,43 65.09 15.00 
-30.25 -12 . 81 64.05 15.00 
-28.59 -11.71 65.10 15.00 
-27.93 -11.24 63.89 15.00 
"28 -25 -9.75 63.69 15!. 00 
-27.74 -9.21 62.37 15.00 
-27.34 -9.95 61.49 15.00 
-27.75 -7.90 62.24 15.00 
-26.41 -11.47 63.99 15.00 
-25.70 -10.74 64.68 15.00 
-25.92-12.47 63.27 15.00 

-24 . 50 -12.81 63.27 15.00 

-24.23 -14.05 62.39 15.00 

-24.59 -13.91 60.91 15,00 

-24.31 -15.17 60.10 15.00 

-25.15 -16.06 60:00 15.00 

-23.13 -15.23 59.50 15.00 

"23.59 -11.65 62.84 15, 00 

-22.45 -11.56 63.30 15. 00 

-24.09 -10.77 61,99 15.00 

-23-28 -9.65 61.53 15.00 

-22.31 -10.07 60.45 15.00 

-22, 59 -10 . 98 59.67 15.00 

-21.15 -9.43 60.41 -15.00 

-20.14 -9.75 59.41 15.00 

-19,40 -8.48 58,96 15.00 

-20.22 -7.59 58,06 15.00 

-20.48 -8.23 56.69 15 . 00 

-19,88 -9.26 56.33; 15.00 

-21.37 -7.60 55.90 15.00 

-19.15 -10.78 59,98 15,00 



TABLE TV 



21 GLN O 

22 CYS N 
22 CYS CA 

22|CYS;c 

22 CYS CB 

22 CYS SG 

23 GLY N 
23 GLY CA 
23 GLY C :.: 

23 GLY O 

24 SER N 
;|;24C : 1SEIR : :CA 
^g|f SER CB 

24 SER OG 
2 4 SER C 

24 SER O 

25 CYS N 
25 CYS CA 
25 CYS CB 
25 CYS SG 
25 CYS C 
25 CYS 0 
25 INH CI 
25 INH C2 
25 lira C3 
25 INH C4 
25 INH C5 
25 INH C6 
25 INH C7 
25 INH 08 
25 INH C9 
25 ^ INH 610 
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25 INH N20 



-17,95 


-10.51 


-19.68 


-11.95 


-18.90 


-13v04 


-19.59 


-14;; 3 2 


—20.82 


-14; 40 


-18.83 


-12.90 


-18 -i- 13 


-14.32 


-18.81 


-i5.;io 


-19.36 


-16.58 


-19.61 


-17>48 


-19.23 


-1^.65 


-20.32 


■ -16.94 . 


-20. 63 


-17.67 


-20.58 


-16*71 


-21.38 


-15.58 


-22.00 


-18:34 


-22.52 


-18.78 


-22.59 


-18.45 


t23.90 


-19^08 


-24.31 


-19.15 


-23. 12 


-20 .00 


-23.95 


-20.47 


-24.95 


-20.85 


-28.28 


-9-31 


-28.07 


-9; 03 


-27.11 


-9>78 


-26.37 


-10.78 


-26.59 


-11.05 


-27.54 


-10i32 


-25.31 


-11.54 


-24.19 


t11.68 


-23.29 


-12.79 


-22.50 


-12.99; 


-22.45 


-14;71 


-21.05 


-14.47 


-20. 11 


-13.38 


-19 . 15 


-12.91 


-20. 83 


-12. 17 


-23. 00 


-16. 06 


-24.16 


-16.15 


-22.19 


-17.17 


-22.62 


-18.53 


-23.34 


-13.55 



60.13 15.00 

60i 30 15.00 

60.86 ISyOO 

60.46 15:00 

60.50 15.00 

62:140 15 .00 

63.33 15.00 
60.03 15,00 
59.63 15.00: 
60:, 83 15.00 
60.84 15^00 
61.82 15.00 
63.03 15;00 

64.22 15.00 

64.00 15.00 
62.98 15.00 

64.01 15 .00 
61.79 15.00 

/ 61.65 ' : : :h£i6Qy 

60.17 15 . 00 

59.06 15.00 

62.29 15.00 
62.89 15 . 00 
55.94 15.00 

57.30 15.00 
58.03 15.00 
57.40 15.00 
56.05 15.00 

55.31 15.00 
58.16 15.00 
57.24 15.00 
57.20 15.00 
58.13; ... : 15 .;00&; : ; 
55.88 15.00 
56i48 15.00 
55.92 15.00 
57.01 15.00 

55.23 15.00 

56.34 15.00 
56.75 15.00 
56.30 15.00 
56.74 15.00 
56.10 15.00 



TABtEIV .v.',- 

25 1IJH:C21 -22.09 -18:85 56;14 15 00 
25 W P22 -22.10 -17.80 58.75 — 



25 XKH 53 -12:78 3 .* J ^ 

P# -13.75 -26.80 6 *62 15*00 

25/INHC25 -14,61-25.79 60.17 15*00 

25INHC26 -14.52 -25.29 58.11 /ll'oo 



25 DJH C27 -13.54 -25.80 58,03 ^5 00 

25 mm -12.67 -26.81 58.47 |^ 

25 INK G29 -15.45 -24.21 58.40 lf* 00 

25 I*H 030 -16.52 -24.58 57.49 15 00 

25 INHG31 -17.56 -23.66 57:05 lf*00 

25 INH 032 -17.32 -22.74 56,27 is'oO 

25 ™» C33 -"-95 -23.09 57.18 15*00 

25 JNHG34 -21.23 -23.90 57.35 15*00 

25 INHG35 -21.11 -25.25 58.03 " 



™ ■ - 58,03 IS oh 

25I.HC36 -22.32 -25.59 58.8 5*00 

25INHG37 -20.84 -26.31 56.99 15 00 

25 DJH C38 -20.07 -91 c * °° 



25 INHQ39 -19.74 -21.86 59*22 15 00 

25 ZNH N40 -20.56 -20,70 57V43 15*00 

25 INHN41 -20.70 -19.44 58.21 1*00 

26 SS^ - 18 - 78 "^90 57.54 15*00 
tM " 22 ' 83 « : 62.21 15.00 

26™pS ' 22 * 7 ° " 22 - 53 62 ^ 15.00 

26^PCB -21.33 -23.13 62.41 15.00 

26^^ - 2 °- 12 " 22 -32 62.88 15.00 
26 TOP CD2 -19.43 -22.44 64 14 

26 TOP CE2 -18.42 -21.46 64 16 

26 TOP GE3 -19.58 -23.27 65.26 XJ .. V 

It ~ -^.50 -21.31 62.20 15.00 

26 TOP NE1 -18.48 -20.79 62 96 

26 TOP C22 -17.56 -21.29 65.25 

26 TOP CZ3 -18.73 -23. 10 66.34 15 00 

irSf 2 - 17 - 73 " 22 -ll 66.33 15*oo 

^ - 22 ' 87 -22.47 64.31 15.00 

SS-k-"-"?!^*--^'*-'-^*-*' ".DO 

- 22 - 37 -21-39 64.90 15.00 

2rS 2 "f 43 - 21 - 17 66.34 15.00 

27 I 1 ' 53 - 20 - 00 66.72 15.00 
Vj ^ " 23 - 8? " 20 -90 66.77 15.00 

27 - 24 - 34 "21.42 67.78 15,06 

28 ^ » - 24 - 55 -20.06 65,99 15,00 
28 PHECA -25.94 -19,71 66.23: 15; 00 
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15.00 
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TABLE IV 
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-31-55 -23.18 ) 73 ,90 ■ ' . 15,00 " 
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. TABLE IV 

40 LYS CB -36.93 -29.90 ' 

40 LYS CG -37.84 -31.13 75.91 15.00 

40 LYS CD -37.59 -31.87 74.60 15.00 

40 LYS CE -37.06 T 33.28 74.85 15.00 

. , 40 LYS ;N Z ? ' : "*idj : 36 " : -33 .^7 . : " 73,66 : • >15V(W 

40 LYS C -36.82 -29.76 78.51 15.00 

40 LYS jO -37. 69 -30.36 79:i6 15.00 

.. 41 . LYS; N £■ = : '-3 : 5v55 -29.66 ' 78.92 15. 00 ' 

; ; :41. LYSCA{v::v; -35.08 -30137 80 ilO 15.00 

. 41 LYS CB -33.60 -30.71 ' 79.95 15.00 

41 LYS CG -33.12 -31.74 80.95 15.00 
41 LYS CD -31.66 -32.10 80.76 15.00 
41 LYS CE -31.18 -33.02 81.87 15.00 
41 LYS NZ -31.86 -34.35 81.80 15.00 
41 LYS C -35.32 -29.68 81.45 15.00 

41 LYS 0 -35.76 -30.32 82.40 15.00 

42 TOR N -35.04 -28.38 81.51 15.00 
42 TOR CA -35.19 -27.62 82.75 15.00 
42 TOR CB -34.00 -26.66 82.95 15.00 
42 TOR OG1 -34.10 -25,58 82.01 15.00 
42 TOR CG2 -32.68 -27.39: 82.71 15.00 
42 TOR C -36.46 -26.78 82.86 15.00 

42 TOR O -36.86 -26.41 83.96 15.00 

43 GLY N -37.04 -26.42 81.73 15.00 
43 GLY CA -38.24 -25.60 81.75 15.00 
43 GLY C -37.95 -24.12 81.59 15.00 

43 GLY O -38.88 -23.31 81.62 15.00 

44 LYS N -36.67 -23.75 81.48 15.00 
44 LYS: CA -36 . 28 -22 . 3 5 81.31: 15 .00 
44 LYS CB -35.14 -21.96 82.26 15.00 
44 LYS CG -35,58 -21.64 83.67 15.00 
44 LYS /CD -35.80 -22.90 84.47 15.00 
44 LYS CE -34.48 -23.49 84:91 15.00 

," 44 LYS N2 -33.81 >22.59 85.90 15,00 

44 LYS C -35 .82 -22 .07 79,87 15 .00 

44 LYS O -35.33 -22.95 79.19 15.00 
■•: 45 LEU N -35 ,97 -20 . 82 "■ 79,44 15.00 

45 LEU CAi -35,56 -20.40 78^11 15i. 00 
45 1^ CB; -36;79 ' -20 . 00 77.26 15 . 00 
45- LEU CG -36.54 -19.61 . 75.80 IS^QO 
45 LEU CD1 >36 ,32 ^20 . 88 74. 98 15 . 00 : 
45 LEU CD2 -37.71 -18.81 75.22 15.00 
45 LEU C :-•/ ' ^34.65 -19^8 - 78:26: ^i&kro^r 



WO 97/16177 

4 6 LEU N 
46 LEU CA 

c ,* : \> 46 led cb 

: ;''> 46 LED CG 
46 LED CD1 
46 LED CD2 

46 LED C 
, 46 LED O 

i;:V ;t ^A'.- 47 ASN N 

.: 4? ASN CA^ 

47 ASN CB 
47; ASN CG. 
47 ASN- GDI 
4 7 Np2 

47 ASN 0 .;. 

48 LED N 
48 LED CA 
48 LED CB 
48 LED CG 
48 LEO CD1 
48 LED CD2 

. . 48 LED C 

48 LED O 

49 SER; N 
* : * v; 49 SpRViCA • ^ 
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50 PRO CD • 
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50 PRO CB 
50 PRO CG ; 
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50 PRO O 
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51 GLN CG 
51 GLN CD 
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-29.74 -15.73 75.04 15.00 
-31.07-15.14 74.66 15.00 
: -31 . 74 -15. 64 73 . 75 15. 00 
-31 .50 -14 .13 75. 39 15 . 00 

" 28 >51 -17.75 75.81 i'MM 

-27.91 -17.37 76.81 15.00 

-28.07 -18.74 75.05 15,00 

-26.77 .19.34 75.27 15.00 

-26.81 -20.84 74.95 ISiOO 

-27 . 74 : -21 . 60 75 .90 15 . 00 

-27. 67 -23.09 75.67 15.00 

-27.37 -21.30 77.33 15.00 

-25.77 -18.57 74.42 15.00 

-26.17 -17.88 73.47 15.00 

-24 .50 -18 . 67 74. 76 15 .00 

-23 .45 -17 .92 74.09 15 .00 

-22.32 -17.62 75.08 15.00 

-21 . 28 -16 .87 74.48 15.00 

-22; 83 -18.44 72.80 15.00 

-22.08 -19,40 72.82 15.00 

-23.10 -17.78 71.67 15.00 

-24.13 -16.75 71.42 15.00 

-22 .50 -18.23 70 . 41 15 . 00 

-23 .27 -17.43 69.35 15.00 

-24.58: -17.10 70.04 15.00 

-21.01 -17.85 70.42 15.00 

•20.16 -18.58 69.92 15. 00 

•20.70 -16.70 71.03 15.00 

19 .34 -16.20 71 .12 15.00 

19-32 -14 .84 71.83 15.00 

18.00 -14.10 71.73 15.00 

17.72 -13.59 70.34 15.00 
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; TABLE IV ' 

51 GLN OE1 -18 . 55 -12 . 90 69 .73 15.00 

51 GLN NE2 -16.55 -13.90 69,82 15.00 

51 GLN C ' -18.45 . -17.21 1 ; 71.86 15.00 ' 
.51 GLN O -17.28 -17.39 71.50 15.00 

.:; :^52:ASN;;:N:. -19 ,01 -17 .87 72 . 87 15 .00 

52 ASN CA -18.28 -18 .88 73 • 62 15 .00 
••. 52- : ASN; ; CB'.. ; , -19.24 -19.57 , 74.60 15 .00 

: 52 ASNjCG -18.54 -20.47 75.63 15.00 

- , 5 2 ; ASN dpi ' -19.19 '. -20.95 ■ 76.57 . . ■ 15 v 00 ' 

52 ASN ND2 -17. 24 -20.70 75.48 15. 00 

52 ASN C -17 . 74 -19 .88 72 . 59 15 .00 

52 ASN 0 -16.55 -20.22 72.60 15.00 

53 LEO N -18; 60 -20.31 71.68 15.00 
53 LEU CA -18.22 -21.26 70.64 15.00 
53 LEU CB -19.47 -21.70 69.86 15.00 

: : 53 LEU CG -20.37 -22.81 70,42 15.00 : 

53 LEU CD1 -20 . 05 -23 .13 71 . 87 15.00 

53 LEU CD2 -21.83 -22.41 70.22 ^ : 15.00 y 

.53 / LEU C ' -17 . 18 -20.69 69.68 15.00 

53 LEU O -16.17 -21.33 69.40 IsUfl 

54 VAL N -17 v44 -19 .48 69.18 15.00 
54 VAL CA -16.55 -18.82 68 .23 15.00 

V : ■■: ^ hi- - '- . -^iii^^a; -17.36 67.92 15.00 

54 VAL CGI -15.96 -16.58 67.19 15.00 

54 VAL CG2 -18.28 -17.40 67.05 15.00 

54 VAL C -15.10 -18.79 68.72 15.00 

54 VAL O ' -14.19 -19 .17 67.98 ' 15.00 : " '• 

55 ASP N -14.90 -18.37 69.96 ^ i5,00 
55 ASP CA -13.56 -18,26 70.51 15.00 
55 ASP CB -13.56 -17.25 71.67 15,00 

'■'.;) : ; 55.^ASP^CG{ : : -14.04 -15,87 71.27: 15.00 

: ;55 ASP ODl -14.02 -15.54 70; 06 15.00 

55 ASP OD2 -14.43-15.10 72.18 15.00 

: : 55 ASP C -12.93 -19.55 71.04 15.00 

55 ASP O -11.72 -19.70 71.00 15.00 

56 CYS N -13.76 -20,47 71.50 15.00 
56 CYS CA -13.26 -21169 72 .14 15.00 
56$ CYS C -13,18 -23.02 71.37 15.00 
56 CYS O , . ■ -12.34: -23,86 : - ■ 71.72 ' 15. 00 
56 CYS CB -14.03 -21.89 73.45 15.00 

56 CYSSG -14.05 -20.41 74.53 15.00 

57 VAL N: -14.03 -23.22 70.37 15 .00 
57 VAL CA -14,00 " V2:4;iv47; : 69 ; 62 15 . 00 ■ 
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57 VAL CB 
57 VAL CGI 
57 VAL CG2 
57 VAL C 

57 VAL O ,. 
; 58 SER N : . 

58 S^IgaV; 
58 seR cJb 
58 SER OG 

>5:8ySERfc 

58 SER O 

59 GLU N 
59 GLU CA 
59 GLU CB 
59 GLU CG 

59 GLU OE1 
59 GLU OE2 

59 GLU Gi M 

59 GLU O }:': 

60 ASN N 
60 ASN CA 
6 0 ASN GB 
60 ASN CG 
60 ASN OD1 
60 ASN ND2 

60 ASN C 
6 0 ASN O 

61 AS P N 
61 ASP : CA ' 

: ;61vA^P : ;CB;: ;: ; 
61 ASP CG 
61 ASP OD1 ) 
61 ASP OD2 
61: ASP;:cv:; 

61 ASpi :b ■ C 

62 GLY N 
62 GLY ;CA 
62 GLY C ' 

62 GLY O 

63 CYS/'N 
63 CYS CA 
63 CYS C 



-15.34 -24.76 
-15.38 -26.20 
-16.52 -24.51 
-12.80 -24.45 
-12:85 -23.83 
-11.72 -25.10 
^10.48 -25.16 
-9.34 -25.68 
' -26.91 
-10; 53 -25.97 
-9.67 -25.81 
-11.49 -26.88 
-11.62 -27.68 
-12.33 -29.00 
-11; 57 -29;96 
-11.66 : -29.59 
-10.69 -29.88 
-12.69 -29|03 
-12.37 -26.89 
-12.48 -27; 34 
-12.91 -25.73 
-13.65 -24.87 
-14.99-24,44 
-16.08 -25.51 
-17.16 -25.38 
-15.79 -26.55 
-12.81 -23.65 
-11.76 -23.44 
-13.28 -22.85 
-12.53 -21,67 
-12:.22 -21,74 ; 
^11.54 -23.04 : 
-12.02 -23.72 
•10.54 -23; 41 
•13.13 -20.31 
•12.89 -19.32 
13; 88 -20.27 
14.48-19.03 
;15;.34: : -18.30 
16; 37 -18.81 ■ 
14>96 -17.07 
15 -16:28 
15.49 ; -16.79 
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65.70 15 r 00 

65.99 15.00 

66:. 92 15.00 
. 68.40;: 15. 00 

69.12 15.00 

: (58, :85 15.00 

64i 62 IS . 00 

63; 49 15.00 

64.98 15.00 

64.06 15.00 

64.66 15.00 

64.51 15.00 

65.08 15.00 

63.74 15-. 00 

63 .73 15.00 
64.35 15 . 00 
62.78 15.00 
62.38 ; lSCOO 
60.88 15.00 
60.50 15.00 
59 .56 15 . 00 
61.16 15^00 

62.74 15.00 
62 . 04 15; 00 
63 .83 15.00 
64.30 15; 00 
63.30 15.00 
62 . 87 15.00 
62.96 15.00 
61.99 :15;00 
60.56 15.00 
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70 ASN CA 
70 ASN CB 
' 70 ASNVCQ 

• .• ; 70 A£W 0D1 

;. 70 ASN/::ND2:* 

70 ASN C 

. 7 0 ASN o \ . 

•:} -71; A^ ; ';^v%: 

71 ALA GB 

' 71 ; ; A^\c ; ::\'\ 

• '71 ala;:6 - > 

72 PHE N 
72 PHE CA 
72 PHE CB 
72 PHE CG 
72 PHE CD1 
72 Piffi GD2 
72 PHE GE1 
72 PHE CE2 

• 72 PHE CZ 
72 PHE G 

72 PHE 0 

7 3 GLN CA 

73 GLN CB 

73 GLN CD 
73 GLN OE1 
73 GLN NE2 
73 GLN C 

73 GLN O: 

74 TYR N; ; 
74 TYR CA ; 
74 TYR CB 
74 TYR CG 
74 TYR GDI 
74 TYR GE| 
74 TYR CD2 
74 TYR CE2 
74 TYR CZ 
74 TYR OH 
74 TYR C ' 



-17.72 

-15.89 
-15.35 

-18: 08 
-17.57 

''^19. 02.' 
:,: : -l^.:5 : ©;5 

. -20,49 

:v. : >r^l4{ 
-19; 88 
-20.90 
-21.56 
-22:55; 
-23.72 
-24.30 
■: -24 .23 ! 
-25.38 
-25.31 
-25.89 
-20.53 
-20.66 
-19.55 
-18.50 
-17.52 
-18.09 
-17.03 
-17,20 
-15 .95 
-17 .75 
-17.35 
-17 ,55 
-16.84 

:: i -16 : .46 . •; 
-15.18 
-14.91 : 

-17.46 
-17.21 

-15.93 
-15.69 ■ 



' -29.85 
;' -29 .07 
;.. -29.97 
-29.56 

-29.02 

• ; -29^25 

-27,22 
^26.20 
-28,02 
-27/76 
-29.05 
-29.89 
-30.86 
-30.18 
-29,05 
-30.65 
-28.41 
-30.01 
-28.89 
-30.68 
-30.76 
-31.27 

-32,05 

-32.66 

-33 .80 

-34.63 

-35.01 

-34.94 

-31.16 

-31.6i 

-29.89 

-28.94 

-27.57 

-26.43 

-26.26 

-2:5:,i54; ; -'v : 
-24, 5l--;;' 
-24 .36 ■ ■ 

-23 ;36-;y : ' ; 

-28,i81:-': ;; 
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68i.2i 
69.90 
71.07 
69.55 
70.55 \ 
69.89 
69 .24 . 
69 .82 
68 .04 

; :; ; 6?i 21 • : 

67.42 
68 .01 
71,37 
72.60 

71.34 
70.34 
69.51 
68 .79 

:fc : «2\ ■ 
69.49 
72.30 
73 .38 ; : ; : 
71.92 
72.75 . 
72.08 
73:03 
73.58 
74.50 
73^42*; 
74:34 ' 
74^88 
75,7 8 - 
74:06 



. 15.00 
15. 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 

; 15.00 

is .00 

15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

15. 00 

15.00 

15.00 

15 . 00 

15.00 

15 . 00 

15. 00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15 . 00 

15.00 

15,00 

15,00 
15,00 

15 . 00 
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74 TYR O -17.02 -29.09 75.12 15.00 

75 VAL N -1^84 -28,39 73.99 15.00 
75 VAL CA -19.67 -28.21 75.17 15,00 
75 VAL CB -21,14-27.89 74.77 15v00 
75 VAL CGI -22.00-27.77 76.01 15, 00 
75 VAL CG2 -21 .20 -26 .59 73.96 15.00 
75 VAL C -19,61 -29.43 76.09 15.00 

75 VAL O -19.55 -29.27 77.31 15.00 

76 GLN N -19.56 -30.63 75.51 15.00 
76 GLN CA -19.48 -31.85 76.29 15.00 
76 GLN CB -19.68 -33.09 75.42 15.00 
76 GLN CG -19.53 -34.39 76.19 15.00 
76 GLN CD -19.73 -35.63 75.35 15.00 
76 GLN OE1 -19.39 -35.66 74.17 lsiiOO 
76 GLN NE2 -20.27 -36.67 75.97 15:00 
76 GLN C -18.15 -31.96 77.03 15.00 

76 GLN O -18 ,14 -32.20 78.23 15.00 

77 LYS N -17.05 -31.81 76.30 15,00 
77 LYS CA -15.70 -31.90 76.87 15.00 
77 LYS CB -14.63 -31.71 75,79 15.00 
77 LYS CG -14.73 -32.63 74.61 15,00 
77 LYS CD -14.44 -34.07 74.97 15,00 
77 LYS CE -14.49 -34.96 73.73 15.00 
77 LYS NZ -13.56 -34.52 72.63 15.00 
77 LYS C ^15. 51 -30.180 77.93 15.00 

77 LYS O -15.07 -31.05 79.04 15,00 

78 ASN N -15.87 -29.58 77.55 15.00 
78 ASN CA -15. 78 -28 . 42 78. 42 15.00 
78 ASN CB -16.11 -27,17 77.61 15.00 
78 ASN CG -15.75 -25.90 78.33 15.00 
78 ASN OD1 -14 .65 -25. 77 78,86 15 .00 
78 ASN ND2 -16.66 -24.93 78.33 15.00 
78 ASN C -16.76 -28.55 79.61 15.00 

78 ASN O -16.66 -27,82 80.59 15.00 

79 ARG N -17.70 -29.48 79.47 15.00 
79 ARG CA -18. 73 -29.76 80.46 15 .00 
79 ARG CB -18 .11 -30.22 81.77 15 .00 
79 ARG CG -17.42-31.56 81.70 15.00 
79 ARG CD -16.95 -31.93 83.08 15.00 
79 ARG NE -16 . 17 -33 . 15 83.11 15.00 
79 ARG CZ -14.86 -33.22 82.89 15.00 
79 ARG NH1 -14.17 -32.13 82.58 15.00 
79 ARG NH2 -14 .21 -34 . 37 83.07 15.00 
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79 ARG.C 

/• : y-7:9:oi^;;pV; 

SO GLYpC!;; 
; •' : . :.; : '80;v.GLY^.:: G- : v 
81 ILE N 
81 ILE CA 
81 ILE CB 
81 ILE CG2 
81 ILE CGI 
'.; }; :8I;::;iLE:::GBi; 

81 ILE 0 : 
>:' : ;yv-\v : -:.''': : -82;''ASP : ;N''V^ 

\;.v^.|82 'AsIpvga : : 
;82 ASP CB 

82 ASP CG 
82 ASP GDI 
82 ASP 0O2 
82 ASP C 

82 ASP 0 

83 SER N 
83 SER CA 
83 SER CB 
83 SER OG 
83 SER C 

83 SER 0 

84 GLU N 
84 GLU CA 
84 GLU CB 
84 GLU CG 

, 84 GLU CD 
8 4 GLU OE1 
84 GLU OE2 
■ ■v ■■]■'/ -^l : 84 GLU C ; 

84 GLU O 

85 ASP N 
;,; 85 ASP CA 

85 ASP CB 
85 ASP CG 
85 ASP OD1 
85 ; ASP 0D2 
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-19.66-28,58 80.71 15.00 

• ; -? 0 ^2%:^2%49: ■ • • 81 .78 15.00 ' 

-19.79 ^27; 70 79.72 15.00 ' ' 

-20.65 -26; 55 79.87 15.00 

^20,48; -25,48 78.81 15.00 

-19.54 i -25 .52 78.01 15. 00 

■ -21 . 41 -24.53 ' . 78.80 • " 15.00 ■ ' 

-21.40 -23.40 77.88 15.00 

-22.23 -23,68 76.58 15.00 

-2i. 68 -24.05 76.93 15.00 

-22,19 -22.46 75.64 15.00 

-22 > 89 -22 .66 74.31 15. 00 \- 

-21.99-22.20 78.62 15.00 

-22.91 -22.35 79.43 15.00 

-21.44: ;-2*.02 78.37 15. 00 

-21.91 Kt9. 81 79.01 15.00 

-20.65 -18.71 78.94 15.00 

-I9v73 -18.92 79 .95 15. 00 

-18 .66 -18.32 79 .78 15.00 

-19.93 -19.69 80191 15.00 

-23.21 -19.25 78.45 15.00 

-23.63 -19.58 77.33 15.00 

-23.86 -18.43 79.26 15.00 

-25.09 -17.78 78.85 15.00 

-25.92 -17.36 80.08 15.00 

-25.25-16.38 80.86 15.00 

-24.65 -16.55 78.06 15 .00 

-23.50 -16; 10 78.17 15.00 

-25.56 -16.01 77.26 15.00 

-25,27 -14,83 76.47 15.00 

-21.53': -14,40 75. 70 15.00 

^26.39 -13.10 74. 93 15,00 

-25.30^ -13,12 73.85 15.00 

-24.76 -12.04 73.52 15.00 

24,98 -14.22 73 .33 15.00 

• 24 - 77 -13.70 77.38 15.00 

-23.77-13.09 77.06 15.00 

•25.44 -13.47 78.51 15.00 

25.05 -12.41 79.46 15,00 

26.03 -12.35 80,65 15,00 

27.20 -11.39 80.42 15.00 

27-86 -11,50 79.37 15.00 

27.47 -10.53 81.29 15.00 
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90 VAL C -18.88 -9.45 68. 06 
90/ VAL 0 HMO -8.50 67.38 

, 91 GM N; -;9rli7 .10:^3 " 67.53 

91 GLY CA -19-08 -10.82 66^09 
91 GLY ,C / ; -17.l67r ; -10. 74 • 65, 55 

91 GLY O >17:44 : -10.33 64.40 IKoO 

92 GLN N -16.71-11.14 66,37 15.00 
92GLNGA -15V31 ^11. 12 66.00 15. 00 
92 GLN CB -14,73 -9,72 66.26 15.00 
92 GLN CG -13.35 -9.49 65.65 15.00 
92 GLN CD -12.71 -8.19 66.08 
92 GLN OE1 -12.20 -7.44 65.24 
92 GLN NE2 -12,7* ; -7^92 67 39 
92 GLN G -14.60 -12.19 66.82 15 'oo" 

92 GLN O -15.02 -12.50 67.94 

93 . GLU N -13.54 -12,78 66.26 
93 GLU CA -12.77 -13.82 66.94 
93 GLU CB -11.86 >14 . 56 65.94 
93 GLUCG -12.59 -15.03 64.68 15*60 

15 . 00 
15 . 00 
15.00 
15.00 
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l5;6o 



15.00 
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15.00 



15.00 
15.00 
15.00 
15.00 



93 GLU CD -11.65 -15.50 63.57 

93 GLU OE1 -10.57 -14i 88 63.36 

93 GLU 0E2 -12.02 -16.49 62 .88 

93 GLU c -11.92 -13.20 68.04 

93 GLU 0-11.31 -12,14 67.84 15,00 

94 GLU N -11.90 -13.84 69.20 15 .00 
94 GLU CA -11.15 -13.38 70.36 15.00 
94 GLU CB -12 . 03 -12.49 71.25 15,00 
94 GLU CG -12,71 ^11,36 70.48 15.00 
94 GLU CD -13.30 -10.28 71.35 15.00 
94GLUOE1 -13.81 -10.60 72.43 15.00 
94 GLU OE2 -13.27 -9.10 70.94 15 00 
94 GLU G -10.70 -14.63 71.11 15.00 

94 GLU O -11.13 -15.74 70.77 15.00 

95 SER N -9.82 -14.46 72.10 15.00 
95 SER CA -9.32 -15.60 72.86 15.00 
95 SER CB -8,13 -15.19 73.73 15.00 
95 SER OG -8.46 -14.11 74.58 15.00 
95 SER C -10.40-16.21 73.74 15.00 

95 SER O -11.26 -15,51 74.26 15.00 

96 CYS N -10.31 -17.52 73.95 15.00 
96 CYS CA -11.30 -18.20 74.78 15.00 
96 CYS C -11.28 -17,68 76.21 15,00 
96 CYS O -10.25 -17.71 76.89 15.00 
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is .00 

15.00 
15.00 
15.00 

15. do 

15.00 
ISvOO 

isvoo 



101 THR O -21.79 -18.43 86.6^ 

102 GLY N . . -20.57 -18.48 84.77 
102 GLY CA -21.68 -17.98 83.97 

102 GLY C -22.30 -19.14 83.21 
102.. GLY O ■ -23>13 -18;94 82 :32 

103 LYS N -21.88 -20.35 83.54 
103 LYS CA -22.36 -21.57 82.90 
103 LYS CB -21i 73 -22.79 83 .58 
103 LYS CG -22.11 -24.13 82.98 li.'oo 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



103 LYS CD -21.50 -25.25 83.81 

103 LYS CE -21 . 82 -25 . 07 85.28 

103 LYS NZ -21.22 : -26. 16 86 .lb 

103 LYS C -23.89 -21.67 82.95 

103 LYS O -24.50 -21.54 84.00 

104 ALA N -24.50 -21.89 81.79 
104 ALA CA -25.95 -21.97 81.72 
104 ALA CB -26.48 -20.90 80.77 15.00 

15.00 



15.00 
15.00 

:i5joo- : 

15.00 

l5>;oo 

15.00 



104 ALh C ' . • : ' ^26.45 ^23 ' 35 v 8i:32 

104 ALA O -27.63 -23.65 81.46 15.00 

105 ALAN -25.55 -24.18 80.78 15.00 
105 ALA CA -25.91 -25.53 80.36 15.00 
105 ALA CB -26.98 -25.48 79.27 
105 ALA C -24.70 -26.30 79.86 

105 ALA O -23.56 -25.84 80.00 

106 LYS N -24.95 -27.48 79.33 
106 LYS CA -23.93 -28.36 78.78 
106 LYS CB -23.12 -29.05 79.90 
106 LYS CG -23,87 -30.12 80.70 liSio 
106 LYS CD -22.93 -30.93 81.56 15.00 
106 LYS CE -23.66 -31.74 82.65 15.00 
106 LYS NZ -24.38 -32.97 82.21 15.00 
106 LYS C -24.70 -29.41 77.99 15.00 

106 LYS O -25.89 -29.23 77.73 15.00 

107 CYS N -24.03 -30.47 77.57 15.00 
107 CYS CA -24.67 -31,55 76,^5 15.00 
107 CYS CB -24.96 .31.18 75.39 15.00 
107 CYS SG -23.57 -31.18 74:26 15.00 
107 CYS C -23.77 ^32.77 76.95 15,00 

107 CYS O -22.60 -32.67 77,31 15,00 

108 ARG N -24.35 -33.94 76,70 15.00 
108 ARG CA -23,62 -35.19 76.78 15,00 
108 ARG CB -24.30 -36.10 77.80 15.00 
108 ARG CG -24.56 -35.39 79.13 15.00 



WO 97/16177 PCT/US96/17S12 

. ' . - ; TABU; IV ; J ;". 

108 ARG CD -24.78 -36. 37 80.25 15.00 
108 ARC NE -26.08 -37 . 03 80.17 15.00 
108 ARG CZ -26.31 -38.29 80.55 15.00 
108 ARG NH1 -25.34 -39.05 81.03 15.00 

108 ARG NH2 -27.55 -38.77 80.48 ^Is^O 

108 ARG C -23.52 -35.88 75.42 15.00 

108 ARG O -23.75 -37.08 75.29 15.00 

109 GLY N -23.15 -35.11 74.40 15.00 
109 GLY CA -23.01 ^35.66 73.07 15.00 
109 GLY C -23 . 96 -35 . 04 72 .06 15 . 00 

109 GLY O -24.53 -33.9? 72.30 15.00 

110 TYR N -24.12 -35.71 70.92 15.00 
; 110 TYR CA -24.99 -35.26 69.85 15.00 

110 TYR CB -24.28 -34.21 68 . 99 15. 00 

110 TYR CG -23.06 -34.73 68.24 15.00 

110 TYR CD1 -21 .77 -34.40 68 .67 15.00 

110 TYR CE1 -20.65 -34.80 67.94 15.00 

110 TYR CD2 -23.19 -35.48 67. 08 15.00 

110 TYR CE2 -22.08 -35.89 66.35 15.00 

110 TYR CZ -20.81 -35.54 66.79 15.00 

110 TYR OH -19.71 -35.91 66.03 15.00 

110 TYR C -25.41 -36.44 68.98 15.00 

110 TYR O -24.81 -37.52 69.04 15; 00 

111 ARG N -26.39 -36.20 68.12 15.00 
111 ARG CA -26.91 -37.23 67.23 15.00 
111 ARG GB -28.22 -37.78 67.83 15.00 

• : . 'Ill ARG CG -28:86 -38.97 67.11 15.00 

,. . Ill ARG CD ' . . -29v48; -38.54 " ' ' 65.78 15 .00 

111 ARG NE -30.34 -39.56 65.17 15.00 

111 ARG CZ -31.14 -39.34 64.13 15.00 

: 111 ARG NH1 -31.19 . -38. 13 : ' ' 63.58 15.00 

. Ill ARG NH2 -31.92 -40.30 63 .68 15.00; : 

111 ARG C -27.13 -36.60 65.85 15.00; 

111 ARG O -27.70 -35.51 65; 74 15.00 

112 GLUN -26.67 -37.29 64.81 15.00 
112 GLU CA -26.82 -36.82 63. 43 15 .00 
112 GLU CB -25 . 52 -37 .09 62 : 65 15. 00 
112 GLU CG -24.30 -36.39 63.23 15.00 
112 GLU CD -23.02 -36.62 62.42 15.00 
112 GLU OE1 -22.60 -35.70 61:69 15.00 
112 GLU OE2 -22.42 -37.70 62.55 15.00 
112 GLU C -27.99 -37.52 62.76 15.00 
112 GLU O -28.31 -38.67 63.08 15.00 
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128 VAL CA 
128 VAL CB V 
128 VAL CGI 
128 VAL CG2 

c .;/..'• 

128 VAL O 

129 GLY N 
129 GLY CA 
12? GLY C . 

129 GLY O , 
. 130 PRO N . 

130 PRO CD 
130 PRO CA 



PCI7US96/17512 

TABLE IV 

-38.93 -36.84 65.32 15.00 
<37.25 -36.42 63.89 15.00 
^36.37 -35.84; 64.90 15.00 
-34,98 -35.61 64.35 15.00 

-36.95 -34.53 65.45 15.00 

-37.02 -34.33 66.66 15,00 

-37.41 -33.66 64.57 15.06 

-37 . 9? -32.41 65.03 15v00 

-38.35 >31.48 63.87 15.00 

-38.98 -30.19 64.39 15.00 

-37v09 -31.17 ^3.06 15:00 ' 

, ~3?!, : 23. >32 . 65 ■ ■ 65. 89 : 15. 00 ■ 

-39.46 -31.94 66.87 15. 00 

-40.01 -33.67 65.53 15.00 : 

-41.22 -34.03 66.25 15.00 

-42.03 -35.02 65.44 15.00 

-40.89 -34.61 67.62 15.00 

-41.40 -34.14 68.64 15.00 

-4° • 03 i-35^62 67.64 15 .00 

-39.61 -36.29 68.86 15.00 

-38,83: -37,54 68.48 15.00 

-38.45 -38.44 69.64 15.00 

-39.63 -39; 28 70.13 15.00 

-40.15 -40,18 69.10 15.00 

-41.18 -39-90 68.31 15.00 

-41.59 -40.78 67.41 15.00 

-41*81 : -3 8; 73 : 68v42 15.00 

-38.75 r35.47 • 69.83 ' 15.00 

-39.05 ^-3 5; 36 71.01 15.00 

-37. 64 -34.94 69.31 15.00 

-36.66 -34.21 70.11 15.00 

-35.23 -34.54 69.59 15.00 

-34.17 -33.72 70.32 15.00 

-34.95 -36.02 69.74 15.00 

-36.82 ^32-76 70.26 15; 00 

-36.73 -32.17 71.36 15.00 

-37.00 -32roi 69,14 15.00 

-3#V5«v 69 . 20 15.00 

•36.36 -29;91 68.08 15.00 

•35.89 -30.62 67.18 15.00 

36.19 -28,57 68.11 15.00 

36,66 -27.66 69.17 15.00 

35 .45 -27; 83 67 .09 15.00 
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TABLE TV 
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1 JU PRO CB 


-35.23 


-26.47 


67^74 


15.00 




-36.51 


-26. 30 


' '. 68 . 52 


15.00 


130 pro r : 

. AW.v . f 4W . . w: 


A* « AW 


_ob eft 
-28 . 52 


, 66 .74 




130 PRC) 6 


•wTT 17 


— 28.91 


67 ^63 


15.00 


131 VAT; W 




• ♦So: Hrft 

-28 .72 


: '*ri™- •'■-■-■ii-'fZ" 

:\i-v.pSs;:45;:j:: 


'.- ;1^> 00 


131 vat. ra 


-J2 :■• yi 


■ft ft ■ ji : ft : - 
-29 .40 


64 .97 


15.00 


1 11 vat Pri 


-J.J .13. 


-30.65 


64.15 


15.00 


131 VAT Pfii 

XJl VAlj 


— J.X;. .93: 


-31 .36 


63 .57 


15.00 


III vat- rv*o 


^ ' ft ft 
-33 .92 


-31 .61 


65.03 


15 ; 00 


131 VAT p 


- JX ; . 82 


, ; : ^28 .4St>-- 


64.13 


15.00 


131 VKL O 

AW A VAU • 


A 1 O 1 O 


9*7 CO 

-2 / . o9 


■ 63 .34 


15.00 


132 5PR M 

AW A OU\ IX- 


a ! a e:i 


■ 0:0 : " C'ft'' ■ 

^28 .5? 


64 .32 


15.00 


132 SER CA 


--2-^5'fi^' 

... .;A>7 : .'W\Q: .. 


■ ;o? 7o ; . 


.: ;: >,ft-"'-:C'C:::': 

o3;'.;;55 : : :.: 


15. 00 


132 SER PR 




ftT7- ■,0'fl| : • 

-27 .83 


64 i22 


15 . 00 


132 SER fYJ 

AW A <JLI\ .; WV7 


-OP OA: 


-27 .34 


•.65%55-;:.-. 


15.00 


ion cpp 

XWA Q£a\. V; 


ft Ail 

-29 .44 


ft ; A° 

-28.37 


■ •■;62^. : i4 :: ' : f 


15.00 


132 SER n 

AW A ■ JaR W -. 


— OQ 41 


*>o Cft 

-29 .59 


61 .96 


15.00 


133 VATj N 

AWW ..VAU 11,.. 


- - ; . A W: •.' W W ■ 


-2 / . PV: 


61 .13 


15.00 


131 mr >a 

IJJ VAb Ui, 


ft id i *ic 
-29 . 2o 


' -' ft ft : - ■ ft M ' 

-27 .94 


59.75 


15.00 


X J J VAJj : GB 


• ft ft' 

-30 .63 


-28.07 


59.03 


15.00 


1 13 vat pp i : 

IJJ VAb Uil 


-31 .40 


-- ft'ft' ' ''ft'ft -: 

- -29 w29 .: 


59 . 53 


15.00 


133 VAL GG2 


-31.45 


-26.80 


59.20 




133 VAL C 


?28.37 


-27.00 


58,|4 


15.00 


1 W Tf*t A 


-28 . 12 


-25 .$7 


59.34 


15.00 




•ft ft O 

-27 .86 


•.•-2;7:.. 5t): ; 


57, 82 


15.00 


13 A Atjv -Pa- •• 


— 2 / • yJ: 


-26.73 


56.91 


15. 00 


134 AT. A PR 

1 34 AT A ''P- " 


— 2w . O w 
ft nc 


-r27 . 34 


•;5.6;V;76- : -. : ,: 


15.00 


114 At A fS 


-27 .75 

OO Oft 

t2 8 .29 


-26.73 
^27 .76 


: ; ; : . : '55;V57:,'.' 

55.14 


15.00 
15 i 00 


13*5 TT.E M 


_o*7 on 
-2 / .80 


•• ft'E'- C-'ft'': 

-25 .58 


54> 94 


15.00 


135 TT.E PA 


_OQ : AO 

,.— *o .49 


'• ft C AC- 

..^2;5^-45;:. :,• 


;.v53::.: : 66;. ;' ; 


15; 00 


135 TT.E PR 

A W W XX*£i V»Jw 


-29 i 82 


ft A : ■ "rf? ft: 

-24 .68 


53.82 


15 .00 


115 TT.E Pf2*> 
aww XXiCt V_<ja 


-JO . 80 


-25.45 


54.70 


15,00 


135 TliE P^l 

A WW- A JUC« . Uul 


— OO CO 

r 2-9- -..3 2- 


•S ft. ---ft o 
-23 .28 


54 .38 


15.00 


115 TT-E CT\1 
Aww X Ud : wX/X 


• ^ft ft*y 
-JO .72 


ft ft. .'''A'irky 

-i22. 4Q 


54.52 


15.00 


135 TLE P 


—9*7 ■ £4 
— Z / . .. t>4 


-24.61 


: :.5'2 . 


15^QQ 


13 5 T liE O 

aww 1 y& V/ 


a 9*5 CO 
T20 . D9 


-24 .09 


53 .13 


15.00 


11*5 LCD M 
XwO Aor IM 


■ ft ft ft ft 

-28. 09 


-24.49 


51.49 


15:00 


136 ASP CA 


-27.42 


-23 .66 


•^;5a; 


15.00 


136 ASP CB 


-27.50 


-24.28 


49.11 


15 . 00 


136 ASP CG 


-27.02 


-23 .32 


48.02 


ISvQO 


136 ASP QDl . 


f27.46 


-23.49 / 


46,88 


15.00 


136 ASP 0D2 


-26.22 v: 


-22.40 


48.29 


15.00 




15,00 
15.00 
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TABLE IV 

136 ASP C ^28.19; -22, 36 5 (K54 15; 00 ' 

136 ASP © -29.34 -22.29 50,10 ISVOO ' 
: 137 ALA N . ; -i-2?C58 -21.33 

137 ALA CA -28.19 -20.02 51.21 
137 ALA CB -28.14 -19.54 52.* 65 15.*00 
137 ALA C -27.47 -19,04 50.30 15; 00 

137 ALA 0 .27 . 42 -17.85 50 .60 15 . 00 

138 ser N -26.94 -19.53 49.20 i 15:00 

138 SER CA -26.20 -18.66 48.30 15 00 

; 138 SER CB 425,12 -19.44 ^47.57 1500 

■ 138- SER QG 425.71 -20,45 : 46v78 15.00 

138 SER C -27.06 -17.91 47.29 15.00 

138 SER O -26.76 -16.77 46.94 15 00 

139 LEO N -28. 12 -18.55 46 .82 15 00 
139 LEO CA -28 . 99 -17 .95 45 .82 15 .00 
139 LEO CB -30.12 -18.91 45.46 15.00 

? 139 LEO CG -29.76 -20.02 44.48 15.00 

139 LEO CD1. -29, 30 -19. 40 ; 43. 18 ; 15 00 

139 LEO CD2 -28.67 ^20189 45.03 15 00 

139 LEO C -29.56 -16.58 46.18 15.00 

139 LEO p -29-93 —16.32 47.33 15.00 

140 TOR * -29.63 -15.71 45.19 15.00 
140 TOR CA -30.19 -14.37 45.38 15.00 
140 TOR CB -30>06 -13 .54 44.09 15;00 

■ M 140 *HR OGl -2 8,67 -13.30 43.82 15.00 

• • 140 TOR CQ2 -30.80 -12.20 44.20 15.00 

140 TOR C -31.65 -14.43 45.86 15.00 

140 TOR O -32.09 -13.62 46.69 15.00 
j ; 141 SER N -32.38 -15.45 45.40 15.00 

141 SER CA -33.77 -15.63 45.79 15.00 
141 SER CB -34.39-16.77 44.99 15.00 
141 SER OG -33.78 -18.00 45.32 15.00 
141 SER C -33.89 -15.89 47.29 15.00 

141 -SER- O -34.94 -15.63 47.90 15.00 

142 PHE N -32.82 .16.43 47,!89 15.00 
^ V: 142 PHE CA -32.79 -16.70 49.33 15.00 

142 PHE CB -31.71 -17.72 49.67 15.00 

142 PHE CG -31,77 -18.20 51,08 15.00 

142 PHE GDI -32.45 -19.38 51V39 lSVOO 

142 PHE CD2 -31.14 -17.49 52:10 15.00 

142 PHE CEl -32. 51 -19.85 52 .70 15.00 

142 PHE CE2 -31.20c -17.95 -siM^^iS^} 



142. PHE CZ . -3i:;- : 88;: : • ; sl9;,l4:-, 53 ; 72 



15.00 



TABLE IV 



•14 2 PHE C 

142 PKE O 

143 GLN N 

• 143 GLN CA 
143 GLN GB 
143 GLN CG 
14 3 GLN CD 
143 }<3LN 0E1 
143 GLN NE2 
143 GLN C 

143 GLN O 

144 PHE N 

: 144 PHE CA 
¥144 VBE:)CB 
144 PHE GG 
144 PHE GDI 
144 PHE GD2 
144 PHE CE1 
144 PHE GE2 
144 PHE CZ . 
144 PHE C 

144 PHE O 

145 TYR N 
145 TYR CA 
145 TYR CB 
145 TYR GG 
145 TYR GDI 
145 TYR GE1 
145 TYR CD2 
145; TYR CE2 
145 TYR CZ 
145 TYR 0H 
145j TYR C • 

145 TYR O 

146 SER N 
146 SER CA 
146 SER CB 
146 SER OG 
146 SER C ■ 

146 SER O 

147 LYS N 
147 LYS CA 
147 LYS CB 



-32:53 

;^33:,'i2. 

-31.55 

-30v07 
-29.68 

. -28.3:6: 
-28.05 

; -*27 : .i56:. 
-32 .38 
-32.57 
■ -33.22 
-34.36 

: ^3:4 - 41. 

. -33 .22 

• -33.13 
-32.17 

; -32^2-. 

-31.05; 

' -30 .98 
^35.73 
-36.77 
-35.72 
-36.97 
-36.68 
-37.89 
-38,72 
-39.83 
-38.21 
-39.33 
-40.13 
-41,21 
-37.81 
-37.27 
■-39vi3' : ,,- : ' 
-40.03 
-40.33 
-40.50 
-41.31 
-41.74 . . 
-41.89 
-43.13 
-44.34 



-15.40 

.'i-is|;09r 
-14.64 
-13/-38 ■ 
-12.72 
-11.32 
^10.81 
*9 .62 
-11.71 
-12.43 
-11.75 
-12.40 
-11.50 
-10.73 
-9.85 
: -8> : 59 
-10,27 
-7:' : i'77 : i' 
-9.46 
-8 121 
-12 .13 
-11.52 
-13.30 
-13.98 
-15.35 
-15.98 
-16.89: 
-17.45 
-15,66 
-16.22 
-17,12 
-17.68 
-13.16 
-12.49 
-13.26 
:4i'2;: ; :Ssi : r" 

-livllf-' 

-ii;03 
-13.30 •.. 
-13.31 
-14,00 

i:14:,74 ; ; ; - : . 
-13.80 



50.08 

?V, : 51 ; ,:06: : 
49:60 
50 ' 22 

49.44 r 
49^54 
49.37 
49.47 
: 48; 80 
50.33 
51.35 
49.30 
49.31 
:; : |47,98 
47.75 
48.35 
46.94 
48.15 
: 46.73 
47,34 
x ^9.^4 
49.38 
50.26 
50.63 
51.26 
51.94 
51-26 
51,89 
53.26 
53.90 
53.21 
53 .85 
51.62 
52.50 "] 
51.50 
52 . 41 
51.96 
50,57 ; 
52.73 
53.88 
51.76 . 
51,99 ■ 
51.82 



15 . 00 
15.00 
15.00 
15,00 
15.00 
15:00 
15^00 
:;15;p0 : 
15.00 
15.00 
15.00 
15.00 
15; 00 
15.00 
; 15. 00 
15.00 
15. 00 
15.00 
15.00 
15,00 
,15:00 
15.00 
15.00 
15- Op 
15.00 
15.00 
15. 00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
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147 LYS CG 
147 LYS CD 

147 ;.LYS' 

147 LYS NZ 

'. 147 LYS e . 
: 147iLYS ; : 

148 GLYtGA 
. 148 GLY C 

148 GLY O 
'■■ 14S VAL N 

149 VAL CA 
149 VAL CB 
149 VAL CGI 
149 VAL CG2 

149 VAL C 

. ■ 149 VAL O: ; 

150 TYR N 
150 TYR CA 
150 TYR CB 
150 TYR GG 
150 TYR CD1 

. 150 TYR CEl 
150 TYR CD2 

150 TYR CE2 
' 150 TYR CZ 

' 150 TYR OH 

.l|0^TYRl::C:/;v 
; 15 : qVTYR\olv-'. 

151 TYR N 
151 TYR CA 
151 TYR CB 
151 TYR CG 

" 151 TYR CD1 
151 TYR CEl 
15i TYR CD2 
151 TYR CE2 
151 TYR CZ 
"■' 151 TYR pH 

151 TYR C 
■ 151 TYR: O 

152 ASP N 
152 ASP CA 
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TABLE IV 



—AA fin 


— 1*5 on 
•1^ .90 


53 .05 


15.00 


-■45 .56 


-11 7c; 


C*> 1C : 

D« >: /5 


15 .00 


•45 .63 


-in 7c 




15 .00 


r46;25 


-11 32 


CC 1 e 

yy . 1j 


ic nn 
J.3.00 


•43 > 3:0 


-1 5 QQ 


ct ' ' i V 

51 .13 : 


15.00 


-42.68 


-16 13 


JU . U :./.:;•.. 


15 .00 


' ; ^44.12; 


-16.92 


51 fin 


1 C fVf\ 

15.00 


^44.36 


-18.14 


50.37 


15 nn 


•43.35 


^19^22 • 


51 ift 


1 c nn 


-42.39 


-19.00 


51 on 


X5 . 00 


-43 .60 


•20.:42 


5n ft7 


00 


•42.69 


t21.53 


' 5fi : Qn 


.v : 1>C Aft ■ 

15 . 00 


-43.43 


-22;89 ' 


50 72 


1 c . nn 
X5 . OU 


-42.46 




du. /y 


15. 00 




-z3 .05 


51. 80 


15.00 


-41.56: 


. *• :— »:w Tft.., 




15 .00 


I;^4i:v;8i- : . 


-21 30 


• ao r7 ■ 


15 .00 


•40.34 


-21 13 


3w .3 / 


1 C Aft : 
15 .00 


-39.19 


-20 ;92 


49 cn 


1j • UU 


•37.99 


•'• -^0 ;: -42 


JV . J U 


tZ ft ft 

15 . 00 


-36.72 


J 20 27 


AO AC 


• ■ i • c n n" 

15 . 00 


-36.48 




ao 7 b • 


■ - 'if . c -.- ft ft 

15 . 00 


-35.31 


-1ft GO 


at be 


• I'-C" n n 

15. 00 


-35.77 


-21 TO . 


' AO AT 
U . 41 


1 C Aft 

15 .00 


-34 59 




' AQ : ' ' : ^C : -- 


15.00 


-34 37 


ion hi 


4 7 ; 93 


15 .00 


-33.22 




47 to 


1 c nn 


-38.86 


^22 18 

MM • J. O/ 


TO:. A O 


i C Aft 

15.00 


-3^.87 


-2T 7Q 


aq on 


15.00 


-38.31 


-21 Qfl 


>r7 CA 


"i c • n n ■ 

15 .00 


•37.87 


-23 07 


.40 .DO 


15 .00 


-39.07 


•-23'-> 4«>: ■ 


A£ 


15. 00 


1^38 .80 


*3 • Ul 


45 .27 


1 e* n : a ■ 

15 . 00 


•38w36 




AC C*"i • 


15 . 00 


-36 .^9 


-27 27 


A^ C C 

.oo 


1 c: n ft 
15.00 


-39.05 


-24 75 


A "3 QO 


i c n n 
15.00 


-•38.88 


-25 73 


An qc 


i rr nn 

15. 00 


-38 46 


— Z O . 27 O 


43 . 33 


15.00 


-38,34 


-27.95 


42 ; 3 6 


15.00 


-37.24 


-22.44 


45.44 


15.00 


-37.66 


-21.37 


45.00 


15.00 


-36/22 • 


-23.11 


44.8$ 


15.00 


-35 . 52 : = ' 


-22.62 


43.70 


15.00 



loo 
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152 ASP CB 



152 ASP CG 






152 


ASP 0D2 


152 


ASP C 


152 


ASP 0 


153 


GLU N 


153 


GLU CA 


153 


GLU CB 


153 
153 


GLU CG 


153 


GLU CD 
GLU OE1 


153 


GLU OE2 


153 


GLU C 


153 


GLU 0 


154 


SERN 


154? 


SER CA 


154 SER CB 


154 


S ER 6(5 


154 


SER C 



154 SER O 

155 CYS N 
155 GTS CA 
155 CYS e 
155 CYS O 

155 CYS CB 

, ; 155 CYS SG ; 

156 ASN N 
156 ASM CA 
156 ASN CB 
156 ASN CG 
156 ASN OD1 
156 ASN ND2 
156 ASN C "' 

156 ASN O 

157 SER N 
157 SER CA 
157 SER CB 
157 SER OG 
157 SER C 

157 SER O 

158 ASP N 
158 ASP CA 
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TABLE IV 



-34.55 


-21.50 


44.08 


15.00 


-33.97 


-20:77 


42.87 


15.00 


-33.75 ■ 


-21.39 


;. ; ; ^:.|i: 


15.00 


-33.72 


-19.56 


42 . 99 


15.00 


-34 .75 


' -23 .77 


43.07 


15.00 


-33.90 


-24.38 


43.73 


15 . 00 


-35.01 


-24.02 


41.79 


15.00 


^3:4v35; 


-25.09 


41.04 


15 . 00 


-34.78 


-25.06 


■ ■ 39.56 


15 . 00 


-36.22 
-36.59 


-25.45 
-25.21 


39.26 


15.00 


-37.05 


-24.09 


37.78 

■•^7;. : 45i'. 


15.00 
15.00 


-36; 40 


:.-26. : ±4 


36.96 


15 . 00 


-32.84 


-24.95 


4i; 09 


is. 00 


-32.12 


-25.93 


40,99 


I- ? 15. 00 


-32; 38 . 


-23.71 


41.20 ; 


15.00 


-30.95 


-23.41 


41.24 


15.00 


-30 . 73 


-21. 93 ; 


46^:92 


15.00 


-31.33 . 


> -21^57":;' 


39,69 


15.00 


-30.25 ■ 


-23.78 


42.55 


15.00 


-29.02 


-23 .75 


42.63 


15 ; 00 


-31.02 


-24.11 


• 43^58 


15 .00 


-30.44 
-29.58 


-24.46 
: -25.72 


. 44.87; < 


15.00 


-29.98 


-26.72 


44.76 
44 . 17 . 


15.00 
15.00 


-31.53 ■ 


-24.65 


45v92 


15.00 


-31.12 


-23.81 


47^48 '■ 


15.00 


-28.40 


-25.67 


45.35 


15.00 


-27.48 


-26.80 


45.29 


15.00 


-26.09 
-25.15 


-26 .28 
-27.39 


44.91 

44.45;,- 


15.00 
: 15.00 


-25.21 ,' 
-24.26 


-28.54 
-27.05 


44,94 
43.53 


15,00 
15 . 00 


-27.42 


-27; 58 


46.61 


15 00 


-26.99 


-27.06 


47.64 


15.00 


-27 . 80 


-58 : :v85^;.; 


46.54 


15.00 


-27 .82 


-29 .72 


47.71 


15.00 


-28.66 


-30.98 


?47>:45: . . 


15 . 00 


•28.07 


-31 .81 


46.47 


15 . 00 


26.43 


-30 .14 


48.17 


15.00 


26.27 


-30.76 


49.23 


15.00 


25.42 


-29.82 


47.37 


15.00 


24 . 06 


-30.18 


47.69 


15.00 



to \ 
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TABLE TV 



158 ASP CB 


-23.44 


r30.99 




15.00 


158 ASP CG 


■■ --23 .70 


■ -32.49 


46.69 


15.00 


158 ASP OD1 
158 AS| OD2 


" -24.30 


-33,11 


\ 45,78 


15 .00 


:,- : :¥2'3 : i;32 ; 


-33,05 


47.75 


15.00 


158 ASP C 


■ ^>1?3 .21 


-2?;*>1 


: 48.14 


15.00 


158 ASP 0 


• i^^M 


-29,21 


48.79 


15.00 


159 ASN N : 


-23.67 


-27.80 


47.85 


15.00 


159 ASN CA 


-22.95 


-26.60 


48,28 


15.00 


159 ASN CB 


-23.04 


•' :-25v4;9; 


■^4'7?22 ■ 


15.00 


159 ASN CG 


-22.27 


x^4 : ;;23- 


47.61 


15 . 00 


159 ASN OD1 


-21.81 


-24.09 


48.74 


15.00 


159 ASN ND2 


-22,14 


: : ; f;23;;;3;l.?\ 


46.67 


15.00 


159 ASN C. ^ 


-23.55 


-26.10 


■: 49 461 


15,00 


- 159 * ASN\oi 


-24.20 


-25,06 


49.67 


15 00 




-23.38 


-26.89 


50.68 


15 no 


■ 160 LEU CA 


-23v91 


-26,47 


"51, 98 


15 on 


160 LEU . CB 


-23.83 


-27 .61 


: : 52^99 ' 


15 on 


160 LEU CG 


-24.49 




52. 62 '' 


15 on 


160 LEU CD1 


-24.41 


-29.89 


53.81 


15 on 

X-J • W V. 


• 160 LEU CD2 


-25.94 


-28.71 


;52;23 . : 


15 00 


160 LEU C ? 


-23 . 04 


-25.30 


52.41 


15.00 


160 LEU O 


-21.82 


-25.42 


52.46 "; 


15.00 


161 ASN N 


-23.65 


-24.15 


52.70 


15.00 


161 ASN CA 


^-22.86 


-22.98 


53.07 


15.00 


161 ASN C B 


-22.59 


-22.13 


■ 51.83 


15 . 00 


• 161 ASN CG 


-23.82 


-21.92 


50.98 


15 .00 


161 ASN ODi 


-24 . 77 


-21.24 


51.38 


15 .00 


161 ASN ND2 


-23.83 


-22.51 


49; 81 • 


15 00 


161 ASN C 'X 


-23.40 


-22.10 


54 . 20 


15 .00 


161 ASN O 


-22.80 


-21.07 


54.54 . ' 


15.00 


162 HIS N :V; 


-24.47: 


-22..55V;:.: : : 


54.85 


15.00 


162 HIS CA 


-25.07 


-21.78 


55 . 92 


15.00 


162 HIS CB /< 


-26.12 


-20.83 


55.33 . 


15 . 00 


162 HIS CG 


-26.58 


-1$V7 : 5 


56.27 


15.00 


162 HIS CD2 


-27.81 


-19.22 


56.48 


15 . 00 


162 HIS ND1 


-25.73 


-19.08 


57 .12 


1 5 on 


162 HIS CE1 


:..^26j;.4-l:,'.; 


-18.20 


57.83 


15.00 


162 HIS NE2 


::-27>;68 


-18.27 


57.46 


15.00 


162 HIS C 


-25.71 


-22.76 


56.91 


15.00 


162 HIS O 


^26.37/ 


-23.71 


56 .50 


15 . 00 


163 ALA N 


-25.40 ; ■ 


-22.58 


58,19 


15.00 


163 ALA CA 


-25,96 ; 


-23,43 


59 .24 . 


15 .00 


163 ALA CB 


-24i,95 


-23v66 , 


60 .35 


15.00 
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163 ALA G 


-27.17 


-22.65 


59 .74 


is. oo 


163 ALA 0 


-27.10 


-21.42 


92 


15 00 

A • WW 


164 VAL N 


■ ' -28.27 


" ^23.34 


59.96 


15.00 


164 VAL GA 


-29.51 


-22.71 


60.36 


15 00 


164 VAL GB 


;t30.30 


V-22;.38:. 


59-08 


15. 00 


164 cqi 


-31.28 
^30.90 


-23.48 
-20.99 


58.75 

•59vl5 


15.00 
15.00 


164 VAL G 




r23 y 60 


61.34 


15.00 


164 VAL Q 


-29.89 


-24.73 


61 .62 


15 .00 


165 LEO N 




-23.09 


61.89 


15-00 


165 LOT GA 


• -32.ijB 


-2^86 


62 .86 


15 on 

^- .. WW 




■ ; -32v27 


-23.11 


64.20 


15.00 




-32.79 


-23 •87 


65.44 


15.00 


,-:165 ; ^I^ 
1^ 


-31. 76 
-33.13 


-24.89 
-22.90 


65.90 
66.57 


15. 00 
15.00 


165 LEO C 


-33,58 


-24.27 


62.40 


15.00 


165 LEO 0 


^;-34^9v; 


-23.42 


62 . 03 


15 . 00 


1(56: : 'J^0^l 


-33. 85 


•25.57 
-26.11 


62 .43 
62 .05 


15 00 

A V • W W 

15 00 


166 ALA CB 


-35.00 


-27.51 


61.50 


15 00 

1J < WW 


.' ijS6 ; ALA : -C * ; 


-35.99 


-26.11 


63> 33 


15.00 




-35.76 


-26.91 


64.25 


15 00 


167 VAL N 


-36.94 


-25.19 


63/39 


15.00 


167 V^^ ; : y 


-37.80 


-25.06 


64v55 


15.00 


167 VAL CB 


-37,81 


-23.60 


65.03 


15 00 

•X. ■mJ .WW 


167^^ V^ 


-38-83 


-22.75 


64.24 


15 00 

4- mJ. .. WW 


167 V^ CG2 


-38.06 


-23.55 


66 . 50 


15 oo 

. M. mJ. . - W W - 


167 VAL G x 




-25:58 


64 . 33 


15 00 

J- — ' • WW 


^i67- : l^-0;.;;;\ ; ::: 


-40.15 


-25,31 


65.14 


15 00 

U -WW 


168 GI^ N 


-39.44 


-26;i3i ' 


63 .24 


• ww 


168 GLY GA 


-40.76 


H26, 84 


62 . 97 


15 00 


168 GLY G 


-40.97 


-27 .25 


61 53 


15 00 
. v.u 


16 8 GI^ 0 


-40:02 


-27 , 37 


60 74 

• WW . /.Tl 


15 00 

J. J • WW 


169 TYR N 


-42.23 


-27.48 


61.20 


15 00 

J-^J -WW 


169 TYR GA 


•■ f^M-: ' 


-27V 89 


59. 87 


15 00 

X-3 . WW 


169 TYR GB 




-29.33 


59 54 


1 5 on 

ly .ww 


16 9 QG 


-42-75 


-36.41 


60 .46 


15 oo 

• WW 


169 TYR GDI 


..;-43;,;-94. - : 


-31.09 


60 . 16 


15.00 


169 \-TYR:'yCEl: 


-44.43 


-•32-10 


60.99 


15.00 


169 TYR CD2 


-42. 06 


-30.79 


61 .61 


15.00 


169 TYR GE2 


-42.53 


-31, 80 


62.45 


15. 00 


169 TYR CZ 


-43:> ; '7i;; , 


^32:45 


62.13 


15. 00 


169 TYR OH 


-44,15 


-33.47 


62.94 


15. 00 
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169 TYR C --44.18 -27.50 - 59.84 15.00 

169 TYRO -44.84 -27.82 60.88 15.00 

170 GLY N -44.73 -27.73 58.64 15.00 
170 GLY CA -46.17-27.63 58.48 15.00 
170 GLY C -46.53-27.64 57.01 



15.00 



170 GLY O -45.73 -28.04 56.18 15.00 

171 ILE N -47.71 -27.14 56.69 
171 ILE CA -48.16 -27.09 55,30 

:.; 171 ILE CB -48.95 [ -28.37 :54V9l 
• 171 ILE CG2 ^50.04 -28.69 55.91 
171 ILE CGI -49.52 ^28.25 53.51 
: 171 ILB CP1 "50 . 20 -29 .53 53. 05 
171 ILE C -48.97 -25.82 55.09 

171 ILE O -49.84 -25.48 55.89 

172 GLN N -48.59 -25.07 54: 05 
172 GLN CA -49.21 -23 . 810! 53:72 
172 GLN CB -48.19 -22.67 53.89 
172 GLN CG -48.68 -21,32 53.45 
172 GLN CD ^47 .73 -20.20 53 .84 
172 GLN OE1 -47.84 -19.61 54.92 
172 GLN NE2 -46.78 -19.89 52*96 15 00 
172 GLN C -49.73 -23.81 52.29 15.00 

172 GLN O -48.96 -23.96 51.33 15,00 

173 LYSN -51.04 -23.64 52.17 15.00 
173 LYS CA -51.73 -23.62 50.88 15.00 
173 LYS CB -51.37 -22.35 50.09 15.00 
173 LYS CG -51.48 -21.01 50.88 15.00 
173 LYS ra -52 . 85 -20.77 51.55 15.00 
173 LYS CE -54.02 -20.84 50.56 15,00 
173 LYS NZ -53.89 -19.90 49.41 15 00 
173 LYS C -51.39 -24.87 50.08 15.00 

173 LYS O -51.27 -24.82 48.87 15.00 

174 GLY N -51,22 -25.99 50.77 15.00 
.174 GLY GA -50,91 -27.24 50.10 15.00 
174 GLY C -49.43 -27.58 50.06 15.00 

174 GLY O -49.07 -28,71 49,74 15.00 

175 ASNN -48.59 -26.65 50.48 15.00 
175 ASN CA -47,15 -26,87 50.44 15.00 
175 ASN CB -46.44 -25.64 49,88 15.00 
175 ASN CG -47,06 -25.14 48,59 15.00 
175 ASN OD1 -47 . 08 -25.86 47 .58 15.00 
175 ASN ND2 -47.56 -23.91 48.62 15.00 
175 ASN C -46.54 -27.23 51.79 15.00 



15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15, 00 

15,00 

15. 00 

15.00 

15.00 



TABIEIV 

17 5 ASN O 
176 LYS N 
176 LYS CA 
176 LYS CB 
176 LYS CG 

\" 176 LYS CE 

^''.f : /;, : y;-ii|6 : LYS NZ 

176 LYS C 
p--/'/ IT 1 6 LYS O 

^;177;vHIS- N 

|^^m. : -His CB 

177 HIS CG 
177 HIS CD2 
177 HIS ND1 

I|ffpgi77 HIS CEl 
177 HIS NE2 

177 HIS C 

P; ; i:V:-' '/r;;i77:.raS::0'. • ' 

. 

\^V^'ll8. rap CA 

178 TRP CB 
178 TRP CG 
178 TRP CD2 
178 TRP CE2 

^\17&- TRP GDI 
'm0 : {:11.8-l^^ NE1 
P0, ; .':i78. TRP CZ2 

178 TRP CZ3 

178 TRP CH2 

178 TRP C 

178 TRP O 
; 179 ILE N 
• 179 ILE CA; 

179 ILE CG2 
179 ILE CGI 
179 ILE CD1 
179 ILE C 

179 ILE O 

180 ILE N 



-46.63 


- -26.46 


52 .74 




-45.92 


-28.40 


51. 87 


15 k 0.0 


-45,28 


-28.84 


53 . 09 


15.00 


-44,98 


-30V33 


53.02 


is. oo 


-46.23 


-31.18 


52.84 


:. is ii oo 


-45.95 


-32.63 


53; 09 


15 00 


; -47; 17' 


\ -33;48 


52.82 


is. oo 


-46.84 


-34.93 


52.78 


15. 00 


-44.00 


-28.03 


53.20 


15 00 


-43.37 ■ 


-27.73 


52.19 


15 00 


-43 .59 


-27 . 69 


54 42 


is oo 


• : -4,2^|9 : 


¥26.88 


54.58 


15.00 


-42.76 


-25.39 


54.51 


is: oo 


-43 . 62 


-24.94 


55.64 • 


• 15^00 


-43.32 


-24 .68 


56.94 


15,00 


-44.96 


;H2 ; 4:;;!7:0i.v. 


55:50 


15 . 00 


-45.46 


-24.31 


56.66 


15.00 


-44.48 


-24.29 . 


57 .55 


15 ,00 


-41.68 


-27.10 ' 


55.88 


1^ 00 


-42.20 


■ -27 76 ' 


56.78 


15 .00 


-40.52 


-26.46 ' 


55 .99 


15 no 


-39.69 


-26.51 


57 . 18; 


15 00 


-38.24 


-26.84 


56.79 


15 00 


-38.01 


-28.23 


56. 31 


15.00 


-38.14 


-29.45 


57 .06 


15.00 


-37.73 


-30.56 


56.22 


15. 00 


-38.56 


■. r-29 .74 


58 .37 


15 00 


^37.55 


-28. 59 


55.07 


15 00 


-37.38 


-29.95 


55.01 


15 00 


-37.73 


-31.85 


56.64 


15 00 


-38.56 


-31.08 


58.79 


15 .00 : 


-38.14 


-32.12 


57 92 


15.100 


-39.73 


-25.11 


57.74 


15 .00 


-39.68 


-24.14 


56.97 


15 .00 


-39.90 


-24 . 97 


59 05 


15 00 


-39.91 


-23. 65 


59 65 


15 on 


-40 .89 


-23 55 


fin ra 


i ^ n ft 


-40.95 


-22,10 


61,34 


15.00 


-42.29 


-24.02 


60.43 


15.00 


-43.32 


-23,95 


61.55 


15.00 


-38.47 


-23.41 


60.08 


15 .00 


-37.96 


-24, 05 


61. 00 


15.00 


-37 .79 


-22.52 


59.36 


15.00 



180 ILE CA 
180 ILE CB 
180 ILE CG2 
180 ILE CGI 
180 ILE CDl 
180 ILE C 

180 ILE O 

181 LYS N 
181 LYS CA 
181 LYS CB 
181 LYS CG 
181 LYS CD 

181 LYS CE 
181 LYS NZ 
181 LYS C 

181 LYS 0 
18 2 ASN N 

182 ASN CA 
182 ASN CB 
182 ASN CG 
182 ASN OD1 
182 ASN ND2 



182 


ASN C 


182 


ASN 0 


183 


SER N 


183 


SER CA 


183 


SER CB 


183 


SER OG 


183 


SER C 


183 


SER 0 


184 


TRP N 


184 


TRP CA 


184 


TRP CB 


184 


TRP CG 


184 


TRP CD2 


184 


TRP CE2 


184 


TRP CE3 


184 


TRP CDl 


184 


TRP NE1 


184 


TRP C22 


184 


TRP C23 


184 


TRP CH2 


184 TRP C 



TABLE IV 



-36.40 


-22^23 




ID . 00 


-35.58 


■ -r22 . 34 


no 

30 . Zp 


15 .00 


-34.14 


-21.97 


5 ft 50 


ID. 00 


-35.74 


' -23.74 


57 6 ft 


XD .00 


-35.52 


-24.88 


- JO. OO 


" '1' : C : - Aa 
15 . 00 


-36.13 


-20.88 




i : c a/v 

15.00 


-36.68 


-19.85 


5Q OA 


i"c "a/\ 

15 . 00 


-35.24 


-20.90 


61 25 

vi J. . x <J 


15. 00 


-34.84 


-19.72 


61 oo 

-;V?X • ^ -7:- 


15 .00 


-34.77 


-20 .06 


61 4ft 


i c a a 
15 . 00 


-34.66 


-Iff OA 
AO. 0% 


64 . 35 


is^oo 


-34.34 


-19-17 


65 79 


xD . 00 


-34.16 


•:r-i^,'89: ' 


66 56 

wo * JO 


15. 00 


-33.69 


-18 ; 09 




1-C : - aa 

15 . 00 


-33.46 


tl9,27 


61 40 
OX • 


15 i 00 


-32.50 


-20 01 

- V J- 


Ox - DO 


15 .00 


-33.37 


-is 


: 9 VI:. >0 


15.00 


-32 ll 


— 1 "7 <0 


; 60.47 


15.00 


-32 33 


— i n< 

"iw. / D 


; . 59 .15 :. . 


15.00 


-31.05 


-16 64 


\ 'C : 0:.'- 0 : Oi.-. : . 

DO .29 


15. 00 


-30.00 


-17. 21 • 


58 fin 


ie a a 
15 .00 


-31.15 


-15.91 


57 1ft 


■■■ : i^C- ■ A A 

15 .00 


-31.43 


^16V62 


61 51 

VX • J X . 


XD .00 : 


-32.00 


-16.33 


62 57 


1 C Art 

15 . 00 


-30.18 


-16.25 


61 74 


i C Art 

15 . 00 


-29.43 


-15 38 


- : 'fi7 : " 1y| 
O^ . x4 


15 .00 


-28.25 


-16 IV 


. 75 


15.00 


-27.48 


-16.78 


61 76 


ID . 00 


-28.96 


-14.09 


61 A A 


TC Art 

15 . 00 


-27.85 


-13 .63 


61 66 

ox • 00 . . 


1 C AA 

15.00 


-29.82 


-13.52 


60 50 

V V.- D J7 


1C - Art • 

15 * 00 


-29.50 


-12,28 


50 DO 


1 C -AA - 

15.00 


-29.69 


-12 .45 


5 ft 17 


1C AA 

15.00 


-28.71 


-13 .44 ' 


'57- • 7 c ■ : 
D / . AO 


-'M'-E- ''' aa : 

15.00 


-28.74 


-13.98 


56 A A 


1C A A 

15 . 00 


-27.62 


-14.83 


DO . .30 


: rt-/\ 

15 .00 


-29.60 -13.83 


55 14 


13.00 


-27.60 • 


-13.98 


58.37 


15.00 


•26.95 - 


-14.81 


57.50 


15.00 


■27.34 -15.53 


55.13 


15 . 00 


29.33 - 


-14:52 


54.17 


15.00 


28.21 - 


-15.35 


54,07 


15 . 00 


30.35 - 


11.11 


60.40 


15.00 
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184 TOP 0 

185 GLY N 
185 GLY CA 
185 GLY C 

185 GLY 0 

186 GLU N 
186 GLU CA 
186 GLU CB 
186 GLU CG 
186 GLU CD 
186 GLU OE1 
186 GLU OE2 
186 GLU G 

186 GLU G 

187 ASN N 
187 ASN CA 
187 ASN GB 
187 ASN GG 
187 ASN GDI 
18 7 ASN ND2 
187 ASN C 

187 A$N O 

188 TRP N 
188 TOP GA 
188 TRP GB 
188 TRP CG 
188 TRP GD2 
188 TRP CE2 
188 TRP GE3 
188 TRP GDI 
188 TRP NE1 
188 TRP CZ2 
188 TRP GZ3 
188 TRP GH2 
188 TRP C 

188 TRP 0 

189 GLY N 
189 GLY CA 
189 GLY C 

189 GLY O 

190 ASN N 
190 ASN CA 
190 ASN CB 
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-30 51 


— 1 O HQ: 
— IV U if 


: CO> : •*7'*V:- 

D9.72 


15; 00 




-11. .ID 


•; : ;61;.;.p3:-' 


15.00 


^31.67 


-10 09 




:- 15 . 0 0 


-33.14 


-10 43 




Id . 


-33.49 


-ii in 

11 . lO 


• O l . :U J 


15 .00; 


-33.99 


^9 71 • 


:.' jC'9 •: : iT : p" 
. "0<& . pO .: 


Id .00 


-3'5v : 45 


-Q fi3 

. w . Ow 




15. 00; 


-36. 17 


■ ,q: ii ; . 

<. •wJu 


. po .: 74 


15.00 




lw.ifl 


'•'C'Jl -'-ft'*?'' ' 

64 .97 


15.00 


-37 15 


— 1 A 1 cr 

— 1U . JL D 


CE- -OA ■ 

65 . 89 




-38 26 


-10 RO 
lv * 


,-■ oo. 41 


"'••■■■;:15;;;:Q;6 :: ;: 


-37 bi 


-Q PI 

w • Ol 


,"' C*7 A O 


Id,, yO 


-36.05 


•' _o i;c 


Ol.Z/ 


:,;.15:V : 0 ; P ; : • 


-37 10 


* DO 


PU . 7p 


15.00 


-35 **P 


-o.lZ 


60.76 


15.00 


-35.89 


-7 42 


' CO ;CQ ■ 


:15 . 00 


-35 32 


-£ on 


CO en 


15 . OP-: 


-35 95 


- 5 n a 


p y • D J : 


- i ■ it '. '/s irs '- 

15 .pO 


-35.82 


.r pi 

y;«-.OJ 


py:>;J;l7.. 


i C >A A- 

15 . Op 


r36v62 ■ 


. w • ijlO. • ••; 


Ol • 3D . 


1 C- A A ' 
15 . 00: 


-35. 60 


-Pi A 

— O . JL» 


'•' .••to. ob 
D o . 49 


i : :C : . A A 

15 .Op 


-35.82 


• -7 57 




i-c : --;A : 'A' ' 
ID . 00 


-35 12 


-Or ^p 

— . J O 


•CQ:^ : '5.' p t:- ' 
D O •] J ;■-/ 


■■^■C -.Art:-'"' 
15^:00: 


-34. 81 


-10 IP 


D / • 1 / : 


•■ i : -C-- " A A " ' 

15 .00 


-33 .42 


-10 QA 


«v7 Oft ■ 


1 C A A 

ID . 00 


-33 16 


• -'l; : i: :' :: p:«v '. 

11 « Oj 


Dp .Ip 


15 .Op 




— lO . -6 J 


56 .17 




-33 19 


-1 3 7< 


D4 . ay 


15 . 00 


-34 14 


— i a no 


57 .10 


15 .00 . 


-32 60 

WW 


ii . D-y 


D 4 . 97 


15 . 00 


-32 63 


-10 73 


D4 . lo 


15 .00 


-33 44 


.TC AO 


;Ci| CO 


' ^C- A A :-- 

15; 00 


-34.39 




CC *JA 

Dp. /4 


' ; 'i : .e ''AA--; 

15>0G 


-34.03 


-15 0/0 


CC AC 


1 C Aft ' 

15 .00 


-35.88 


-IT 97 

11 • 4b /. 


C"7 n^i 

■Dim Uj 


15 . 00 


-36 45 


-11 71 
— 11. / I 


: C O A il 

Dp^ 04 


15.00 




1 1 CO 

-11 . 69 


55.79 


15.00 


-37.13 


-12.72 


55.53 


15 . 00 


-38.45 


-12;40 


56.21 


15; 00 


-38.91 


-11.26 


56 .15 


15.00 


-39.07 


-13.38 


56/85 


15.00 


-40 .33 


-13.14 


57.55 


is; oo 


-41,33 


-14 .27 


57.29 


15.00 



10^ 



WO 97/16177 

190 ASN CG 
19 0 ASN OD1 
190 ASN ND2 
19 0 ASN C 

190 ASN O 

191 LYS N ■ 
191 LYS CA 
191 LYS CB 
191 LYS CG 
191 LYS CD 
191 LYS CE 
191 LYS NZ 
191 LYS C 

191 LYS O 

192 GLY N 
192 GLY CA 
192 GLY C 

192 GLY O 

193 TYR N 
193 TYR CA 
193 TYR CB 
193 TYR CG 
193 TYR CD1 
193 TYR CE1 
193 TYR CD2 
193 TYR CE2 
193 TYR CZ 
193 TYR OH 
193 TYR C 

193 TYR O 

194 I LE N 
194 ILE CA 
194 ILE CB 
194 ILE CG2 
194 ILE CGI 
194 ILE CD1 
194 ILE C 

194 ILE O 

195 LEU N 
195 LEU CA 
195 LEU CB 
195 LEU CG 
195 LEU CD1 



rf. ■ i^/US96717512 

TABLE V/ 

' -42 . 74 -13 . 89 " ^ifefc . ' 

-42.98 -12.88 58.35 15.00 



-43.69 


- ; : : r£4>7& 


57.26 


15: do 


-40.03 


-13,04 




15.00 


-40.09 


-14 . 04 




, 15.00 


-39.68 


; :''5ii^i(3: 


59.49 


15.00 


■ -39.34 
-40.57 


: -11^59: 
-ll;.79 


V 68.80 


15 00 
15.00 


-41.66 


rl0,"76 


V 61; 63 


15 .00 


-42 .98 


-11.23 


.::v:62 ! ;:27:;?; 


15.00 


-43.69 


-12.29 


61.41 


15200 


-42.88 


-13:. 54 


61.16 


15.00 


-38.18 


; -12;:50^ 


61.33 


15.00 
15.00 


. -38.18; 


-13; 07 


62.44 


-37 .22: 


A* . O / 


;. 60.43 ; 


15 . 00 


-36.06 


-13,51 


60.71 




-36,27 


^14v99 


60.45 


15.00 


-35.41 


-15.81 


60.78 


15.00 


-37.40 


-15; 34 


59.87 


15.00 


-37.69 


• *1&..#4| : 




15.00 


-38.93 


-17,20 




i5.;oo 


-38 .68 
-38.81 


-17^48?:: 
-16.48 


61.78 


15.00 


-38.56 


-16;73 


;.62| : 74<2 
64.09 


15.00 
15 .00 


-38.31 


-18.77 


' 82.20 


15.00 


-38,06 


'^i8:^o'3jV'' 


■ ' : 63^55^ :: ' 


15.00 


--38;:l6- : , 


-aififipi:.,.; 




15 .00 


-37.91 


-18.26 


':-:65:,8l; ; ,- 


15.00 


-37.92 


-16.95 


58.10 


15.00 


-38.22 


-16,01: 


57.36 


15.00 


-37.81 


-18 221 • 


57. 68 


15.00 


-38.04 


-18 ; 60 


56.31 


15.00 


-36.73 


-18,55 


55; 43 


15.00 


-35. 60 


-18;;33V-. 


. ; 5:6 ; >;o9r ; ::- : ; 


15.00 


-37 . 01 


-19.10 


54.03 


15.00 


-35.85 


-18.96 




15.00 


-38.63 


-20.00 


56.30 


15.00 


-38.16 


-20.88 


57.01 


15.00 


-39.72 


-20.18 


55,55 


15.00 


-40.34 


-21.49 


55.42 


15 ; 00 


-41 . 87 


-21.37 


55.28 


15 . 00 


-42.73 


-20.47 


56.17 


15.00 


-44.18 ' 


-20.60 


55.73 


15 . 00 



195 LEU CD2 
:|95 IiEU C '■ 

195 LEU 0 

; -: ;:19(Si;MSr :tf- : .^ • 

196 MET CA 
196 MET CB 
196 MET CG 
196 MET SD 
196 MET CE 
196 MET C 

196 MET 0 ," 
19 7 ALA N 

197 ALA CA 
197 ALA CB 
197 ALA C 

197 ALA O 

198 ARG N 
198 ARG CA ' 
198 ARG CB 
198 ARG CG 
198 ARG CD 
198 ARG NE 

; 198; ARG CZ 
198 ARG NH1 
19 8 ARG NH2 
198 ARG C .' 

198 ARG O 

199 ASM N 
199 ASN CA 
199 ASM CB 
199 ASN CG 
19 9 ASN OD1 
199 ASN ND2 
199 ASN C 

199 ASN O 

200 LYS N 
200 LYS CA 
200 LYS CB 
200 LYS CG 
200 LYS CD 
200 LYS CE 
200 LYS NZ 
200 LYS C 



-42.58 -20.81 57:65 15 .00 

-39.76 -22.05 54.13 15.00 

-39.93 -21.45 53.06 15.00 

-39 . 03 ' - : 23;;i5 ; V 54 . 22 , 15 . 00 

-38.43 -23.75 S3. 02 15.00 

-36.94 -24.02 53.26 15.00 

-36.14 -22.77 53.55 15.00 

-34.44 -23.13 54.06 15.00 

-33.70 -23.51 52.45 15.00 

-39.16 -25.05 52.64 15.00 

-39*62.-; -m :MW?<5&M:'- ■ 15.00 

-39.26 -25.34 51.35 15.00 

-39.95 -26.53 50.86 15.00 

-39.82 -26.63 49.36 15.00 

-39.52 -27.84 51.52 15.00 

-38.32 -28.08 51.73 15.00 

-40.50 -28.68 51.85 15.00 

-40.27 -29.98 52.48 15.00 

-41.04 -30.07 53.81 15.00 

-41.06 -31.45 54,43 15.00 

-41.33 -31.38 55.94 15,00 

-42.61 -30.75 56.26 15.00 

-43.75 -31.42 56.44 15.00 

-43.78 -32.74 56.32 15.00 

-44 . 87 -30.76 56.70 15.00 

-40.73 -31.09 51.56 15.00 

-41.79 -31.00 50.96 15.00 

-39.95 -32.17 51.52 15.00 

-40.22 -33.33 50.68 15.00 

-41.58 -33.97 50.99 15.00 

-41.67 -34.52 52.39 15.00 

-40,6? -34.50 53.14 15.00 

•42.85 -34.99 52.77 15.00 

•40 .16-32.94 49. 21 15 .00 

•40.84 -33.53 48.36 15.00 

•39.35 -31.93 48.91 15.00 

39.21 -31.49 47.55 15.00 

39 .47 -29.99 47.43 15.00 

40.30 -29.64 46.22 , 15.00 

41.12 -28.37 46.46 15.00 

42.16 -28.18 45.36 15.00 

41.56 -28.02 43.9? ; 15.00 

37.78 -31.85 47.17 15.00 



WO 97/16177 

TABLE TV 



200 LYS O • 


-36.94 


: -30.98 


46 .93 


201 ASN N 


..■^;-3 ; 7-:5i : 


-is. 15 


:::: : 4 ; 7;v2:& 


201 ASN GA 




\ -33.69 


46.86 


201 ASN CB 


^35^94: 






201 ASN CG 


-36.89 


-34.30 


44.52 


2Pi ASN OD1 


: ^37,20 


. -35.46 


,'• f-4 : 4:v8i-: 


201 ASN ND2 


-37.40 


'. -33 .66 


43.47 


201 ASN C 


• ; ;;;cr:35v03;- 


-:--33> : i&::. 


47.67 


201 ASN 0 


-33.94 


-32.96 




202 ASN N 


-35.23 


-33.00 


48.98 


202 ASN CA 


; • '^34^:18.. ■ 


-32,51 


49 . 89 


202 ASN CB 


4-33.04 


-33,54 . 


49.99 


202 ASN GG ■■ 


^32.05 


-33 .23 


51.10- 


'■ 202 ; ASN OD1 


-32.41 


-32.67 . 


52.14 


202 iASN ND2 


-30.79 . 


-33,59 


50,89 


202 asn e •;; ^ 


-33.66 


-31.16 


49.41 


202 ASN 0 


t32.46 


-30.95 


49,27 


203 ALA N 


-34.57 


-30.23 


49.18 


203 ALA H 


-35.42 : . 


-30.45 


■ 49: (50 




-3k. 31 


^28 .90 


48.63 


203 ALA CB .. 


;-35v55 


-28:01 ■': 


■ 48,72 


203 ALA C 


-33,20 


-28.21 


49.44 


203 ALA 0 


-33.27 


-28.01 


50.64 


204 CYS N 


-32vl9 


-27.72 


48.68 


204 CYS^CA 


-31.05 


-26.98 


49,22 


204 CYS C 


-30.21 


-27.75 


50,22 


204 cys; 0 


-29 44 


-"97 1 A 
~4 I > Lh : 


■ bO .97 


204 CYS CB 


.■■"■-31.51 ■ 


-25.67 


49.86 


204 CYS SG 


-32.47 


-24.53 ; 


48 .82 


205 GLY N 


-30.37 


-29.07 


50.27 


205 GLY CA 


-29.60 


-29.89 


51.20 


;205 GLY Cv 
205 GLY 0 


-30.01 : 

' r -f29^23- [ 


-29.85 
-30:21 


::52,:66-; 


206 ILE N 


-31, 27 


-29v50 


53.55 
52.90 


206: ILE CA 


-31.84 


-29.38 


54.25 ; 


206 ILE CB 


-33.38 


-29.05 


54.17 


206 ILE CG2 


-34.13 


-30,21 


53.53 


206 ILE CGI 


-33 .94 


-28.69 


55.54 


206 ILE CD1 


-33.54 


-27,31, 


56, 02 


206 ILE C 


-31.59 


-30.57 


55.19 


206 ILE 0 


-31.42 r , 


-30.39 


56,40 


207 ALA N 


-31.52 


-31.77 




207 ALA CA 


-31.27 


-32.95 





PCT/US96/I75I2 

• ::i5.oo 

• ; . 15 . 00 ■ 

15.00 ; y,, 0 , 

15.00 
: 15 . 00 
15.00 
15.00 
15.00 
■ 15.00 ■ 
15.00 : 
15.00 
15,00 
15.00 . 
15.00 : ... 
15.00 
: 15,00 
: 15.00 
15.00 
15.00 
15.00 
: 15,00 
15.00 
15:00 
15.00 
15.00 
15,00 ' 
15:00 

:is:?op • 

15.00 ■ 

15,00 .. 

15.00 

15. 00 

15.00 

15.00 ' 

15.00 

15.00 

15, Op; 

15.00 

15.^00 

15 .00 \ 

15.00 

15.00 

15.00 , 



TABLE IV 



; ; 207 MA CB 
207: ALft C 

: \%7i;.ALA;:0 : : 

: : i20a';ASN:;;CA^ 

; 208 ASN OD1 

208 ASN C '■ 
: ;J.2d8^ ; ASN;0^^ 

209 LEU N 
209 

209 LEU CB 
209 LEU: CG 
209 1^ CD1: 
209 LEU CD2 
209 LEU C 

209 LEU O 

210 ALA N 
210 ALA H 
210 ALA CA 
210 ALA CB 
210 ALA C •'• 

210 ALA O 

211 SER CA 
211 SER CB 
211 SER OG ■ 
211 SER C 

211 SER O . 

212 PHE N 
212 PHE CA 
212 PHE CB 
212 PHE CG 
212 PHE CD1 
212 PHE CD2 
212 PHE CE1 
212 PHE CE2 
212 PHE CZ 
212 PHE C 

212 PHE O • 

213 PRO N 



-32.38 

-29,89 
-29.62 
-28,99 
t27;66 
-27.05 
-27.49 
*;-27..92 ; 
^27.39 
-26.67 
-25.80; 
-26.82 
-25.92 
-24.79 
-23.53 
-22.72 
-22.72 
-26 .69 
-26.54 
-27 .50 
-27 .89 
-28 .32 
-29.80 
-27.94 
-27.57 
:-28;i0: ; 
-27.80 
-26.28 
-25.71 
-28.46 
-29.01 
-28.43 
-26.98 
-30.46 
-30 74 
-31.03 
-30.76 
-31,34 \ 
-31. 06 
-31:35 ' 
-28 . 18 
-27 . 65 
-28.03 



' : -33 . 99 
-33 ,58 
-34.70V 
-32:84; 

' -33.36 

-33.27 
-34.43 
-32,51 
: -33;.32: 
: -34il9^ 
-32.35 
-32:.:20: : ^ 
-31.22 
•-31.18 
• -32.44 
-29.93 
-31.68 
-30.52 
-32.55 
-32; 98 
-32; 12 : 
-32.37 
: -32ii94;L 
-34.09 
-32.29 
-32.92 
-32.97 
-31.66 
-32.19 
-31.09 
-32.83 
-32,24 

-34 .06 
-34,79 

^34^72-V/ 

-3 6; 13 .. 
-36.08 
-36.79 
-32. 66 

- 33 ; 77 ■ ■ 
-31.76 



55.31 
55.26 
55.70 
54.62 
54.34 
53,13 

-\51v83' 
51.79 
50.75 
55.51 
55161 

'.: : :-56^0;:: 

; :57> : 53V 
57.16 
58.02 
57^77 

■?Mv68 :' 
58 ,75 
59.15 
59V34 
58; 56 
60,48 
60.21 
61,72 
61; 63 
62.88 
64vl5 
64-37 
64.34 

''fc5V33 : .- 
65.17 

: : 66;;50^j 

'67l7'i;;v 

■67-i,:86:- ; 

67.93; 

66:77 

69.16 

66.83 

69; 22 

68.05 

68.96 

69.03 

69.92 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

is. 00 

15,00 
15.00 
, 15.00 
15.60 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15; 00 
15.00 
15.00 
15.00 
15.00 
15.00 

:;i5-;bp*: 

15.00 

15,00 

15,00 

15.00 

15:00 

15 > 06 

15; 00; 

15.00 

15; 00 

15.00 

15:00 
15.06 

15; 00 



m 



TABLE IV 



213 PRO XD 
• 213;;;; PRO; CA 
213 PRO CB 
213 PRO ; CG 
213 ; PRO C* V 

213 PRO 0 

214 LYS N . 
2l4 LYS CA 

' 214 : L YS CB 
214 LYS CG 
2*4' LYS CD 
214 LYS CE 
il4 LYS NZ 

.; 214 LYS C 

214 LYS O 

215 MET N 
215 MET CA 
215 MET CB 
215 MET CG 
215 MET SD 

: 215 MET CE 
215 MET C 
215 MET OT1 

215 MET OT2 

216 HOH OH2 

217 HOH OH2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 

233 HOH OH? 

234 HOH OH2 



-28.51 
-27,28 
-27 . 07 
-28.33 
-28.10 
-29.33 
-27.42 
-28.08 
-27.64 
-27.92 
-27.72 
-26.29 
-26.00 
-27.60 
-26.43 
-28.50 
-28.12 
-28.97 
-28 .96 = 
$29.63 
-28.68 : 
-28.26 
-27.93 
-28.65 
-26.08 
-20.53 
-31.21 
-30.95 
-6.96 
-15.23 
-34.53 
-13.78 
-17.84 
-24.92 
-12.76 
•14.16 
•44 . 08 
•44.49 
•39.27 
24.12 
-9.62 
46.02 
27.99 



T-30.37 
: -32.11 
-30.76 
-30 .03 
-33.03 
-33.00 
-33 .86 
-34.78 
-36.23 
-36.75 
438.26 
-38.66 
-39.99 
-34.34 
-34.00 
-34.30 
-33.90 

-32$72: : ' 

$31 .: : 5i- ':. 

-30.02 

-28.69 

-35; 09 

-34.95 

-36.17 

-16.55 

-32.33 

-16,22 

-18: 19 

'. 

-12.63 

: - 23 --5i ; :-; 

-33.08 

-17 : .;7i : :: _:;- 
-31.02 

■ -8.21 
-2l$69 
^26; 87 
-35.40 
-16.80 
-35.40 
-25.46 
-25.14 
-19.44 



69.96 

• 71.i3 
' 71;.79 

; j>i.43 r 

72.01 
71.95 
72.80 
73.73 
73.50 
72.10 
72 . 00 
72.30 
71 .69 
75.10 
; 75.26 
76.07 
:.;77-V4;2v 
$77; 89 

76.95: 
77.^75 
: #$95?; : : 
78.36 
79.55 :, 
77.89 
83 .97 
79.43: 
65.49 
68.23> 
69 .84 
73.08 
69.96 
69.63 
57,57 
61. 65 
61.82 
66.48 
48.48 
55.40 
68.54 
48.13 
63.42 
44.36 
61.96 



15 00 

:is.oo 

15.00 
15.00 
15,00 
15.00 
15.00 
15.00 
15.00 

isgoo 

15. 00 
15.00 

isvoo 

15.00 

15-O0 

15.00 
15.00 
15v;00 
15.00 
15.XI0 
15;;00 
15.00 
15.00 
15.00 

isMo 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
15.00 



WO 97/16177 PCT/US96/17512 

TABLE TV : ' 

235 HOH OH2 -22.10 -30.02 61.67 15,00 

236 HOH OH2 -27.35 -15.73 71.93 15.00 

237 HOH OH2 -29.19 -17.48 70.74 15.00 

238 HOH OH2 -29.55 -22.69 83.52 15.00 

239 HOH OH2 -35.73 -26.96 51.77 15.00 

240 HOH OH2 -36.27 -24.64 49.31 15.00 

241 HOH OH2 -46.67 -33.01 57.38 15.00 

242 HOH OH2 ^27.40 -10.90 68.66 15.00 

243 HOH OH2 -42.01 -15.97 ' 60.76 • ; i5Y0b • 

244 HOH OH2 -18.00 -3.18 62.85 15.00 
245;h0H OH2 -33.49 -28.43 70.56 15.00 

• 246 HOH OH2 -44.87 ' -25 .33 75.86 • • ; 15.00 

, 247 HOH OH2 W17 . 32 ' -10 . 85 74 , 90 V ^S^OJ---' " 

248 HOH OH2 -11.45 -17.84 66.51 15.00 

249 HOH OH2 -11.56 -21 .89 82. 27 IS . 00 

250 HOH OH2 -28.01 -35.21 58.24 15.00 

2 51 HOH 0H2 -35 . 05 -10 .64 53 . 00 VlS . OO 

252 HOH OH2 -31.64 -28.63 46.10 15.00 

253 HOH OH2 -35.04 -24.79 ■ 46;fi5 ; 15,00 

254 HOH OH2 -41.38 -35 .11 55 . 81 15 .00 
; 255 HOH OH2 -40 , 44 -19 . 77 71.52 15.00 

256 HOH OH2 -43.66 -16.34 65.70 15.00 

257 HOH OH2 -39.00: -11.99 70.39 15.00 

258 HOH OH2 -30.92 -9.07 66:51 15.00 

259 HOH OH2 -32.51 -6.89 60.41 15.00 

260 HOH OH2 -19.20 -8.29 62.91 15.00 

261 HOH OH2 -33.67 -20.84 69.78 15.00 

262 HOH OH2 -32.87 -44.92 73:87 15.00 

263 HOH OH2 -13.20 -24.01 76.81 15.00 

264 HOH OH2 -8.83 -25.26 60.26 15.00 

265 HOH OH2 -17.23 -39.22 57.64 15.00 

266 HOH OH2 -21.10 -32.62 61.09 15.00 
- 267 HOH OH2 -24 . 50 -33 .44 60 .85 15 .00 

268 HOH OH2 -6,37 -28.13 76 .25 15. 00 

269 HOH OH2 -10.20 -38.51 65.40 15.00 

270 HOH OH2 -21 . 41 -37.76 78.27 15.00 

271 HOH OH2 \ -22 . 56 -38 .95 69 .33 15 .00 

272 HOH OH2 -30.18 -25.13 93.77 15.00 

273 HOH OH2 -12.08 -12.20 63.63 15.00 V 

274 HOH OH2 -1.36 -9.62 67.96 15.00 

275 HOH OH2 -28.39 -30.26 56.30 15.00 

276 HOH OH2 -29.74 -20.19 48.42 15.00 

277 HOH OH2 -26.12 -23 .01 44.41 15.00 



WO 97/16177 



PCI7US96/17512 



278 HOH GH2 -29.92 

279 HOH OH2 -25.24 

280 HOH OH2 -32.19 

281 HOH5 0H2 / V ~37v49. 



TABLE IV 

-34.21 47.42 15.00 

-33.39 47.92 15.00 

-28.29 42.42 . . 15.00 

-30.33 50.55 15.00 



7^ 
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TABLE V ■ • : .; 

Table of the orthogonal three diinen&iohal coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 

complex with inhibitor (IS) -N- [2 - [ (1- 
benzyl oxycarbonylamino) -3-methylbutyl J thiazol-4- 
^^4*"^*^^ ') ' ~ (N-brazyiox^carbonyl-L- 



esidue Atom 


X 


: Y 


Z 


B 




-44.33 


-37.20 


63.83 


15.00 


1 ALA ;C : 


-46.76 


-36.62 


63:83 


15.00 


•1 ALAsO 


\ -47.46 


; 'f 36:.'94-. 


62.86 


15. 00 


1 ALA N 


-46.07 


•-38; 96 


63.89 


15.00 


■l^ALA-CA : 

2 PRO il : 


-45; 70 
-46.94 


■ -37.59 


64.36 


15^00 

is.bo 


2 PRO CD 


-46 .25 , 


-35.47 . 
-35.02 


64.51 
65.74 


15.00 


2 PRO GA ; 


-47.93 


-34:;49 


64.07 


15 .00 


2 PRO CB 1 


-47.63 


-33.28 ; 


::.'::64;L ; 97:: 


15.00 


2 PRO CG 


-47.15 


-33v90 


66,23 


15.00 


2 PRO G 


-47.63 


-34.15 


62.63 


15.00 


2 PRO 0 


-46.50 


-34.30: 


62.16 


15,00 


3 ASP N 


-48 .65 


-33.74 


61.88 


15.00 


3 ASP GA 


-48.39 


'■• -3 : 3 : v3;6 : y 


6^52 


15 . 00 


3 ASP CB 


-49.60 


■ -33,60 


59.63 


15 .00 


3 ASP CG 


: -49.78 


-35.10 


59.29 


15.00 


3 ASP OPl " 


-50.65 


-35,42 


58-45 


15.00 


3 ASP 0D2 


-49.05 


^35.95 


59.86 


15.00 


3 AS P C 


-47.92 


: - ; 31:V9^ ■ 


;6^5i;- 


15.00 


3 ASP O 


-47 .44 


v -:3' : i::4 : 2;: : 


59.49 


15.00 


4 SER N 


-47.94 


;'^i,3 : # v: ; 


61.69 


15.00 


4 SER CA 


-47.55 


-29.91 


6i . 87 


15.00 


4 SER CB 


-48.70 


-28;98 


61.49 ; 


15 .00 


4 SEROG 


-48.42 


-27.64 


: 61.85 


15.00 


4 SER C ' 


-47.13 


■ -29,61 


63.29 


15.00 


4 SER 0 


: ; '-47.;-.79i'- 




v 64:^4: . 


15.00 


5 VAL N 


-46.04 


-28.86 


:^lv45v. 


15.00 


5 VAL CA 


-45.60 


-28,47 


64.78 


15.00 


5 VAL CB •," 


.' -44.86 


-29.61 


65.53 


15.00 


5 VAL CGI 


-43.46 


-29.81 


64,97 


15.00 


5 VAL CG2 


-44, 83 


-29.31 


67.02 


15.00 


5 VAL C 


-44.78 


-27.20 


64.70 


15.00 


5 VAL O 


-44 .00 


-26.98 


63.77 


15.00 



TABLE V 



6 ASP N ■ 
• 6 ASP GA 

:6|;asp ;:es. 

6 ASP CG 
6 ASP QDl 
6 ASP ; OD2 

6 ASP C .' 

\\^6|^P;::0 : j-;. 

7 TYR N 

: . . 7 TYR 
." 7; : 1!YR GB 
., . .7 TYR OG ' 
j 7 TYR CDl 

; ^; : =_ :: ^ : : Tii^i^ii^.j= ; 

7 TYR CD2 
7 TYR GE2 
7 TYR CZ 

7 TYR OH 

- 7 TYR C :: 

. - • ij7^ : : TxrtO; ft:; > 

8 ARG N 
8 ARG CA 
8 ARG CB I 
8 ARG CG 

, • 8 ARG gpS 
8 ARG NE 
8 ARG CZ 
8 ARG NH1 

: 8 ARG NH2 
8 ARG C 

8 ARG 0 

9 LYS N 
9 LYS CA 

9 LYS CB ^ 
9 LYS CG - 

/•^•LYSXCD- 
9 LYS CE 
9 LYS NZ 
9 LYS C :. 
9 LYS O 

10 LYS N 

10 LYS CA 



-44.98 -26.34 
-44.29 -25.07 
' : >45.;:27 ; -23.94 
-44.57 -22.65 
-43.38 -22.47 
-45.21 -21.81 
-43.72 -24.87 
-44.44 -24.51 
-42.41 -25.07 
-41.75 -24.90 
:l-40'v35 -25.51 
-40; 39 -27.00 
-40.49-27. 57 
-40.58 -28.94 
-40.38 -27.87 
-40.47 -29.25 
-40.57 -29.77 
-40.68 -31.13 
-41.75 -23.46 
-41.62 -23.22 
-41.91 -22.51 
-41.98 -21.10 
-42.05 -20.19 
-40.91 -20.36 
-41.09-19.45 
-42. 20 | -19.81 
-42.56 -19.12 
-41.89 -18.03 
-43.63 -19.48 
-43.22 -20.92 
-43.17 -20.22 
-44.31 -21.59 
-45.55 -21.53 
-46.77-21.98 
-47.20-21.00 
•48.52 -21.46 
•48.99 -20.55 
49.38 -19. 15 
45,44 -22.32 
46.27 -22.17 
44.41 -23.16 
44.17 -23.94 



iv4 



65.69 15.00 

65,76 15 . 00 

65.39 15.00 

65.00 15.00 

65.35 15.00 

64.33 15.00 

67.16 15.00 

68.10 15 . 00 

67.29 15.00 

68.58 15.00 

68.57 15.00 

68.75 15.00 



70 AO 


15 .00 


7ft on 


15 .00 


O / . OD 


15> 00 


£7 fil 


15 .00 


ro no 


15 .00 




15.00 


CO no 


15. 00 




15 .00 


fi£ 17 


15 .00 


CO cc 
OO - 3D 


15.00 


f>7 ^"V 


15 .00 


ri o 
OO. Jo 


15.00 


65.19 


15.00 


64.32 


15.00 


63.24 


15.00 


62.89 


15.00 


62.56 


15.00 


69.42 


15.00 


70.43 


15.00 


69.04 


15.00 


69.81 


15.00 


68.99 


15.00 


67.88 


15.00 


67 .22 


15. 00 


66.08 


15.00 


66.49 


15.00 


71,13 


15.00 


72.02 


15 .00 


71.23 


15.00 


72.43 


15 . 00 
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TABLE V .•/'. 

10 LYS GB -43,58 -25;32 72.11 15,00 ■■ 

■\--ilO:'l^:iCG] -44,58 -26.34 71.57 15.00 

: ; -10 LYS CD -43 .93 -27.72 71,47 15.00 

10 LYS CE -44.97 -28.81 • 71.25 15.00 

10 LYS NZ -45.93 -28,85 • 72,39 15,00 

• : 10 LYS C ; V: ; : ■ -43.25 -23. 20 ' 73: .40 15.00 

10 LYS O -43.06 -23; 65 74.53 15' 00 

11 <3LY N -42.67 -22.09 72,95 15.00 
11 GLY CA -41.78 -21.32 73.79 15.00 
11 GLY C -40.38 -21.91 73.87 15.00 

11 GLY O -39.64 -21.67 74.83 15.00 

12 TYR N -40 , 01 -22 . 66 72 . 84 15 . 00 
12 TYR CA -38.71 -23.31 72.77 15.00 
12 TYR CB -38.80 -24,65 72.05 15.00 
12 TYR CO -39.27 -25.80 72.87 15.00 
12 TYR CDl -40.41 -25.71 73.66 15.00 
12 TYR CE1 T 40,84 -26.79 74.42 15.00 
12 TYR CD2 -38.57 -27.00 72,85 15.00 
12 TYR CE2 -38.99 -28,09 73,59 15.00 
12 TYR CZ '. -4^.12 -27:98 74.38 15.00 
12 TYR OH -40.50 -29.07 75.14 15.00 
12 TYR C -37.64 -22.48 72.08 15.00 

12 TYR O -36.46 -22.81 72.16 15.00 

13 VAL N -38.06 -21.44 71.37 15.00 
13 VAL CA -37.14 -20,62 70.58 15.00 
13 VAL CB -37.66 ^20.50 69.13 15.00 
13 VAL CGI -36.66 -19.77 68.25 15. 00 
13 VAL CG2 -37.95 -21.87 68.56 15.00 
13 VAL C -36,89 -19.23 71.14 15.00 

13 VAL O -37.84 -18.50 71.45 15.00 

14 THR N -35.63 -18.84 71.23 15.00 
14 THR CA -35.31 -17.51 71.72 15.00 
14 THR CB -33.91 -17.47 72.36 15.00 
14 THR OG1 -32.93 -17.77 71.36 15.00 
14 THR CG2 -33.80 -18.49 73.47 15.00 
14 THR C -35.44 -16.50 70.56 15,00 

14 THR O -35.63 -16.89 69.40 15.00 
;:Vl5/PRO;N: : ; - -35.41 -15.19 70.86 15.00 

15 PRO CD -35.34 -14.54 72.18 15.00 
15 PRO: CA -35.53 -14.18 69.79 15.00 
15 PRO CB -35.29 -12.87 70.53 15,00 

^"W>GG;' ' -35,87 -13 .15 71 . 89 15,00 



\\\ 
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15 PRO G 

15 PRO p 

16 VJ&:k 

16 VAL 0 

i? lys: n 

••1.7;'-- .Lys:; : .;tA - ::: 

. 17 LYS CB 

17 LYS CG 
17 LYS CD 

\;-i7;. Lys 

17 LYS NZ 

. 17 LYS Q . 

18 asn ca 

18 ASK CB 

' : 18 ASN ODl 
18 A^ ND2 

18 ASN O 

- 19 GI^ <CA 

19 GLN CB 
• 19 GLN CG 

' - 19 (3LN GD 

. 1? GLN PE1 . 
19 piJ« NE2 

19 GLN C 
X;..---: 19 GLN p 

20 GLY CA 
20 GLY C 

20 GLY O 

21 GLN N 
21 GLN CA 

: ; . ' 21 GLN CB 
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TABLE V 



.34 CO: 


- 14 - 3 7 


68 .66 


15.00 


"-:-33 : 5ft 


■ ^TC Air 

-15.04 


68.82 


15.00 




-13 .76 


67.52 


15.00 


-33.93 




00.37 


15 .00 


-34 62 


— 13 11 

- JL J . J 1 


65.09 


15.00 


^33 6l 

W. ,i>.y;l . 


— 1 7 11 

. lJ .11 


63 . 98 


15.00 


JJ.DO 


-14 .31 


64.65 


15.00 


■i>3-9 CP. 
.O^S • o_o 


^13 .01 


66.64 


15. 00 


-32 76 


— 1 1 DO 
11. OO 


67.11 


15.00 


^31; 52 


-13 Ci 
AO . 01 


66.39 


15. 00 


-30 9iL 


-12 .96 


66.58 


15.00 


^9Q'V' : 0Cy 


-13 .89 


67.30 


15.00 




-14 .64 


68.50 


15.00 


--3 6 24 


— 17 *7T 
— AO . /I 


69.61 


15.00 


-3 ft <q 


-14 .46 


70.88 


:15;;0P 


^3-T 


-15.34 


70.73 


15.00 


-29 67 


-12 .53 


65 .23 


15 . 00 


«^3 ft Oft 


1 o An 

-12 .88 


64 . 17 


15.00 


*6 0 • J / 


—11 .79 


65.27 


15.00 


-27 90 


^11 

—11 .32 


64.06. 


15.00 


^O • X / 


-9 .84 


63.80 


15.00 


-97 CC 
, y2 / • OO 


-9 .39 


62.45 


15.00 




-10 . 02 


61.85 


15.00 


— Oft 


-8 .29 


61.95 


15.00 


•9 A 41 


11 cn 

-11.58 


64.19 


15.00 


— 4W • /» 


1 1 /> •> 
rll. 03 


65.08 


15.00 


— 9C P.0 


- 12 . 42 


63 .30 


15.00 




-12 . 75 


63 . 31 


15.00 


-94 9ft 


1 A A") 

-14 . 02 


62.48 


15.00 


- 9 4 


1^ Oil" 

-13 .94 


61.00 


15.00 


^94 9ft 


i e o it 
-15 .24 


60.27 


15.00 


■aj . J. 4 


-15.79 


59.60 


15.00 


-93 ft A 


-15.74 


60.40 


15.00 


-93 RQ 


-11.60 


62. 86 


15.00 


w9 9 A-i 


11 Cl 

-11. 51 


63.27 


15.00 


-94 19 


-10 .71 


62.03 


15.00 


•23.32 


-9,59 


61.55 


15.00 


•22.33 


-10.05 


60.49 


15.00 


22.59 


-11.03 


59.78 


15.00 


21.19 


-9.38 


60.40 


15.00 


20.18 


-9173 


59.39 


15.00 


19; 51 


-8.48 


58.81 


15.00 
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; : TABLE V 



21 GLN GG 


-20.42 


.. -7 63 


21 C5I2a GD 


•i20.79 


-8 33 


21 GLN OE1 


-20 02 

. v ■ * v— • ■■ 




21 GLN NE2 


-21.97 


-8 02 


.••''21; <3IiJ;.:;jC' : - . ;. 


-19il5 


-10 71 
iy • #i 


21 GLN 0 


"••'••-17^96 : '-' 


-1 0 dfl 


22 CYS N 


-19 ,63 


-11 88 


22 CYS CA 


-18 .79 


-12 94 


22 CYSi e 


-19.49 


-14 24 
• **** 


22 CYS 0 


-20 71 




22 GYS GB 


-18.61 


-12 78 


22 CYS SG 


-18. 03 


-14 24 


23 GLY N 


-18 73 


-15 i q 


23 GLY CA 


-19.29 


-16 48 


23 GLY C 


-19.53 


-17 35 


23 GLY 0 


-19.04 


-18 48 


2 4 SER N 


-20.36 


-16 86 

J. v . o o 


24 SER CA 


-20 67 


-17 fin 


24 SJER GB 


-20 61 


-1 A ££ 
— lO . OO 


24 SER OG 


-21 35 


-15 4Q 


24 SER G 


-22 01 


— 1 O .JO 


24 SER 0 


-22 58 


-18 71 

lO • r-J 


25 CYS N 


-22 50 


-IP fi'P. 


25 GYS CA 


-23 76 


— 1 Q 
io • Z o 


25 CYS CB 


-23 98 


-1 Q: 51 


25 CYS SG 


-22 57 


-oo : rn 


25 CYS G 


-23 86 


*v.3o 


25 CYS 0 


-24 84 


.on oo 


25 INH CI 


-28 50 


-Q RO 


25 INH C2 


AO . Oj 


-•" O ■-. "-O o 
. OO. 


25 INH G3 


-27 56 


—27 . OJ 


25 INH G4 


-26 35 


— 1 n 1 1 
iy .11 


25 INH C5 


-26 2i3 


— 10 9Q 
— 1U . 


25 INH C6 


-27 2Q 


—to on 


25 INH C7 


-25 20 


— 10 : 4 0 
— 1U.4U 


25 INH 08 




— 11 ^7*7 


25 INH C9 


-24.03 


-12.42 


25 INH 01 0 


-24.33 


-12.23 


25 INH Gil 


-22.27 


-14.01 


25 INH G12 


-20.77 


-13.63 


25 INH C13 


-20.18 


-12.60 


25 INH C14 


-19.01 


-11.83 





i c .'Aft 
15.00 


CC co 
DO . 62 


15 . 00 


cc- no 
op . U / 


I'C ft ft 

15 .00 


Cf 11 

jO.11 


1 C '-. ft ft 

15 . 00 




■ 1 C 'ftft- 

15.00 


OU . U2 


■'I'-'C -ft ft" 

15 .00 


£0 "5A 


1 C' ftft"' 

15 .00 


OU. 05 


1C' ' ft ft : 

15 . 00 


/rn ci 
OU.. 53 


15. 00 


OQ.©2 


15.00 


co a y 


'IvC -ft A':.' 

: 15 .00 


oo • J J 


1 C ■ ftft 

15 .00 


cn nn 
oU . UU 


1 : C • ft ri 

15.00 


ca cc 
O J . OO 


1 e A ft 1 

15 . 00 


CO QQ 


1 C ftft 

15 .00 


en OQ 


1 C -ftft 

15 ; 00 


C1 Q1 

oi. pi 


1 C ft ft 

15 .00 


co n*a 
OO . U J 


1 C ftft' 

15 .00 


rA: oo 
04 .22 


1* : C ftft ; • 

15 .00 


po . 95 


1 C ■ ftft 

15 .00 


62 . 96 


i ■ e - - ftft 

15 .00 


CO Oft 

o3 .99 


15 i 00 


pi . 74 


15 .00 


Cl CO 

61 . 52 


1 C - Aft 

15. . 00 


icn hi 
oU . Ul 


1 C " ftft 

15.00 


CO 1 c 

59. 15 


1C ftft 

15 .00 


CO OO 

62 .J2 


i e . ftft 

15;. 00 


co no 
oj. 02 


1 C ftft 

15 . 00 


cc on 
55.70 


1C ftft 

15.00 


co no 
57 . 08 


1- C ' ftft 

15 .00 


CO -Oil 

57 . 94 


15>0P 


CO A O 

57 . 4o 


i e ■ ftft 

15 . 00 


cc nc 
5o . 05 


15 .00 


cc 1ft 

55 .19 


15. 00 


cb . oe 
58.35 


15 . 00 


58.36 


15.00 


57.30 


15.00 


56.10 


15.00 


56.70 


15.00 


56.80 


15.00 


55.82 


15.00 


56.47 


15 .00 
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'. TABLE V 

. 25 inh els -21:22 r-ii.ea:/ : ; 5 5-23/ - 15.00 : 

..: 25 INH CI 6 -22.50 -15^9 56.80 15.00 ; 
.;. 25 INH S17 -23.78 -16.32 ^55.92 
25 INH N18 -21.80 -16.55 57.50 
25 INH C19 , ^22i21 -17 >87 57^39 
. •• 25 INH N20 - , -23.05 ! : -13.25 . ' 57.68 
25 INH C21 -23.27 -17.88 56.55 



15.00 
15.:00 
15.00 
15.00 
15.00 



15 . 00 
15.00 



25 INH C22 -21.58 -19.10 58.24 15*00 

25 INH 023 -21.37 -18.39 59 17 

25 INH C24 -13 .79 -23 . 51 54.96 

25; INH G25 -14,23 -22.84 56.08 5^6 

25 INH C26 -14^83 -23;54 57;i2 15. 0 0 

25 INH C27 -15.00 -24.93 57.04 15.00 

25 INH C28 ^14.54 -25. 60 55.91 

25 INH C29 -13.94 -24.90 54.87 

25 INH G3G -15.72 -25.67 58.14 Ts'.ll 

25 INH 031 -17.10 -25.93 57 .71 

25 INH C32 -17.91 -25.03 56 . 96 

25 INH 033 -17.69 -24.81 55.77 



15.00 
15 .00 



15:00 
15.00 
15.00 



25 INH C34 -19V82 -23.49 57.00 15.00 

25 INH C35 -21.22 -24.12 56.84 15.00 

25 INH C36 -21.92 ,-24.89 57.97 is! 00 

25; INH C37 ^21 .43 -26,31 58.12 15.00 

25INHG38 -21.86 -24,15 59.29 15.00 

25INHC39 -19.87 >22. 15 57.76 15,00 

25 INH 04 0 -19.60 -22.13 58.96 15.00 

25 INH N41 -20.18 -21.00 57.08 15 00 

25 INH N42 -20.20 -19.65 57.78 15,00 

25 INHN43 -18.90 -24.44 57.63 15.00 

26 TRP N -22.80 .] -21.38 62.25 15 .00 
26 TRP CA -22.73 -22,65 62.97 15.00 
26 TRP CB -21.39 -23.33 62.67 15.00 
26 TRP CO -20.19 -22.46 62.98 15.00 
26TRPOD2 -19.41 -22.45 64.19 15.00 
26TRPCE2 -18.44 -21.44 64.05 15.00 
26 TRP CE3 -19.43 -23.21 65.37 15,00 
26 TRP GDI -19.67 -21.48 62.19 15.00 
26 TRP NE1 -18.62 -20.86 62.82 15 00 
26 TRP CZ2 -17.50 -21.15 65.06 15.00 
26 TRP GZ3 -18.50 -22.92 66.37 15.00 
26 TRP CH2 -17.55 -21.91 66.21 15.00 
26 TRP C -22,95 ^22. 50 64.49 15.00 
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26 TRP © 

27 AIA 1J 
27 ALA CA 
27 ALA CB 
27 ALA C 

27 ALA G 

28 PHE N 
28 PHE CA 
28 PHE CB 
28 PHE CG 
28 PHE GDI 
28 PHE CD2 
28 PHE CE1 
28 PHE GE2 
28 PHE CZ 

. 28 PHE C 

28 PHE 0 

29 SER N 
29 SER CA 
29 SER CB 
29 SER GG 
29 SER C 

29 SER O 

30 SER N 
30 SER GA 
30 SER CB 
30 SER QG 
30 SER C 

30 SER O 

31 VAL N 
31 V^L (CA 
31 VAL CB 
31 VAL CGI 
31 VAL CG2 
31 VAL C 

31 VAL O 

32 GLY 

32 GLY CA 
32 GLY C 

32 GLY O 

33 ALA N 
33 ALA dA 
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TABLE V 



-23 65 


— <& V- • J U; 


p5 . 1U 


15.00 


-22; 35 




re. no 
. OO . Uo 


••1 C Art 

15.00 


', ^22.45 


-21" 1 fl 


00 ■■•■pi 


TC" An 

15.00 


-21.56 


-20.02 


66 89 


ID. UV 


-23.90 


• -20^90 


66. 88 


15 AO 


-24.46 


-21.56 


■67 74 


1C Aft 


-24-53 


-19. 94 


66 1Q 
OO. Xj 


1 c -An 
15 . 00 


r-25.93 


-1Q CO 


66: £1 


15 .OP 


-26; 36 


-18 A A 


■".'6C- id • 


15. QO 


-25 83 


-it rid 


65. 08 


ISyOO 


-24.66 


-1 C CO 

:-* V • . 


OD .32 


15 .00 


-26.48 


-16.32 


■ "■ 66 fti 


IDiUU 


-24.14 


-15.37 


: gc 71 ■"' 


'••'•' ; 1 C :;:: " AO 


-25.97 




. OA. 2 % 


15. 00 


-24; 80 


-TA 69 


; P O . ©7 


, 15. 00 


-26.87 


-20 7ft 


DO • 43 


1' : C : :' : 'r\'A' ' 

15 .00 


. : - : 27- : ': ; 85'-" 


-9 A QO 




. : - 1:5 i 00: 


-26 56 




65 .26 


15 ^ 00 


-27 35 


-09 0*3 


tZA OO 

04 > yi? : 


15.00 


-26 95 




Oo . 04 


15 ; 00 


^27; 68 




■6-T iir ' • 


:15;;00 


-27 2l 


-9T OA 
. Oft. 


ire 1*5 
op. 13 


ISvOO 


-28 .19 • 




00 • jU 


••Aft - ■ 

... 15 .0 0 


-26.01 


-23 96 


66 6 Q 
00. 0 j 


rc nil 

15. 00 


-25.73 


-24 .88 


67 70 


1 C AO 

: iDi yu 


-24.23 


-25 10 


00 . uy 


• • T C " • : 'AW • 

15 .00 


t23.60 


-25 57 


■66' Q9 

OO. OZ 


15 . 00 


-26.37 


-24 3Q 


£Q no 


15 .00 


-26 95 




Oj7 i OD; 


15. 00 


-26 23 


— 9V no 


w. 33 


15-00 


-26.80 


— — 3 


7 A - c 1 
<U . 51 


• c : ■ ■■' A>\'' ' ' 

15 .00 


-26.39 


-20 Q5 


7 A C C 


15 .00 


-27 42 




71.24 


15>0p ; - 


-25.07 


-20 81 


71 : OC 


'T-C: '-AA 

15.00 


-28.31 


-99 6** 


70.48 


15.00 


-28^91 


-99 09 


"71 CI 

/1. 51. 


i - cr A" A-. 

15.00 


-28^89 


-22.52 


69.29 


15.00 


•30.32 


-22.68 


69.11 


15 .00 


'30.78 


-24; 09 


69.45 


15.00 


31,86 


-24,28 


69.99 


15.00 


29.97 


-25.08 


69.09 


15.00 


30.29 


-26.47 


69 .38 


15 . 00 
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. 33 

33 ALA O 

. ;34 : ; : ;M-VCiA :: ; 
3^1^ OT^ 

34 ,LTOv«?Q: 
3 4 CD1 

34 LEU vGD2 
. 34 LEU C 

35 GI^ ^ V 
" ■ 35 G^ CA: 

35 GLU Gfi 
35 GLU CG 
35 GLU CD 
■ 35 GLU OE1 

35 GLU OE2 
' : i:5. v.GLU; : .:;G^^ 

36 GLY N 
36 GLY CA 
36 GLY C 

36 GiY O^^^^ 

37 GLN N 
37 GLN CA 
37 GLN (3 
37 GLN CG 
37 GLN CD 
37 GLN OE1 
37 GLN NE2 
37 GLN C 

37 GLN O 
3 8 LEU jN : 

38 LEU CA 
38 LEU CB 
38 LEU CG 
3 8 LEU GDI 
3 8 LEU CD2 
38 LEU C 

38 LEU O 

39 LY$ N 





TABLE V ' 




7 2 9; 3 3 


^27,39 


:68.65 


15 .00 


-30.19 


-26.70 


70.89 


-15.00 


-31. 08 


-27.30 


71.50 


15.00 


••'-29^1.31' 


o : -2.6 ; .18-. 


71.50 


15.00 


^28f ; 93 


^26.32 


: 72.93 


15.00 


: ; : ^27:;;;5jB;: 


>25; 75 


73.35 


15.00 




-26.50 


72.95 


15.00 


-25.08 




73.21 


15.00 




-27.79 


73.73 


15. 00 


— 4y • y7;. 


- -25 : fiS 


"7^ CO 


15.00 


-30.59 


.; ! ^26.2i 


74.64 


15. 00 


-30.47 


-24.47 




15.00 


-41 .55 


•:--2 : 3;-70 


73.82 


15.00 


-31.77 


: -22-39 


73. 08 


15.00 


-30.84 

-30-..-76/ 


-21.28 
-20.13 


73.54 ■ 
72.55 


15.00 


. Vj:*^: 
:^3 : 1'..;;51:;-; 


-20.14 


/ 71v54 


15.00 
15,00 


-29,93 
-32.86 : 


-19.22 


72 .76: ■ 


15.00 


-24.47 


73.95 


15.00 


-33 .52 


-24.39 


75.00 


15. 00 


r'33;' 21;,'; 


,:-25.21. 


72.90 


15-00 


^3'4 : i:42i : i: 


^26.00 ' 


72.90 


15.00 


-34 .35 


-27.13 : 


:;;73:.9ir;..- 


i5;oo 


-35.29 


-27.37 


■%.66V 


15.00 


-33.22 


-27.82 


73.95 


15.00 


-33 . 04 


-28.92 


74.90 


15.00 


-31 : . 77 


t29 .71 


74.56 


15.00 




-30.38 


73.19 . ■ 




-33 .17 




72.97 ' 


15.00 


-33^60 


-31,90 


73.81 


15.00 


-33. 82 


:^3{g|3>;: : ; 


71v85 ' 


15.00 


-33.05 


-28.41 
-29.04 


76.35 

: : #il : 23;H •; . 


15.00 


-32;45 


-27.24 


r'7*:;;5:7/ ; .: 


15^00 
15;.: 00 


-32.42 


-26.63 


77.90 


15.00 


-31.61 


-25.34 


77. 89 


iSvOO 
15.00 


•31.50 


-24.54 


79.20 


•30.94 


-25.41 


80.34 


15.00 


30.66 


>23 . 34 ' ' 


78.95 


15.00 


33.85 


-26.35 


78.35 , 


15,00 


34v22 


-26.60 . 


79.50 


15.00 


34.66 / 


-25. 84 


77.42 


15.00 




WO 97/16177 

39 LYS CB 
39 LYS CG 
39 LYS CD 

39 LYS CE 

:. 39 LYS C 
'\.;39"LYSl;0? ;: ' 

40 LYS N 
40 LYS CA 

40 LYS CG 
' 40 LYS CD 

;.' 40 LYS CE 
40 LYS NZ ; 
. \. . 40 LYS C 

40 LYS 0 : : 

• -vr r 4i: ; LYSvNL:V 

41 LYS CA 
"' 41 LYS CB 

41 LYS CG 
41 LYS CD 
41 LYS CE 
41 LYS NZ 
41 LYS C 

41 LYS 0 

42 THR N 
4 2 THR CA 

; 42 THR; CB 
42 THR OGl 
42 THR CG2 
42 THR C 

42 THR O 

43 GLY N 
43 GLY CA 
43 GLY C • 

43 GLY O 

44 LYS N 
44 LYS CA 
44 LYS CB 
44 LYS CG 

' 44 LYS CD, ■' 



PCT/US96/1 7512 

■ TABLE V . 

: ^-36.06: ;; l -2S;;56> ■ ;. : ;^>*68.V 15. 00- . 

-36.71 -24.85 76.49 15.00 

-38.21 -24.62 76.62 15.00 

' ; |38 .52, - .; .-23V6'4 : ' ' . 77.74 ' • 15 .00 

-40.03 -23 v 47 77. 92 15 .00 

-40.35 -22.39: 78:91 15.00 

-36.83 -26.83 78.04 15.00 

-37.55 -26.89 79.04 15. 00 

-36.65 -27.87 77.23 15.00 

-37.33 -29.14 77.44 15.00 

>37.06 ; -30.09 76.28 15.00 

-37 . 54 -31 . 50 76 . 53 15 . 00 

-37.53 -32.32 75.26 15.00 

-38.47 -31.72 74.22 15.00 

-38.75 -32.66 73.09 15.00 

-37.01 -29.80 78.78 15.00 

-37.92 -30.20 79.52 15.00 

-35.73 -29.90 79.11 15.00 

-35.29 -30.52 80.36 15.00 

-33.84 -31.02 80.22 15.00 

-33.70 -32.50 79.87 15.00 

-34.49 -32.90 78.62 15.00 

-33.58 -33.12 77.41 15.00 

-33.06 -31,85 76.83 15.00 

-35 . 47 -29 . 73 81 . 68 15 .00 

-35.74 -30.32 82 .73 15. 00 

-35.28 -28.40 81.63 15.00 

-35.41 -27.57 82.83 15.00 

-34.17 -26.65 83.04 15.00 

-34.20 -25.57 82.10 15.00 

-32.87 -27.43 82.84 15.00 

-36.64 -26.66 82.82 15.00 

-37.07 -26.16 83.86 15.00 

-37.17 -26.41 81.63 15. 00 

-38.33 -25.55 81.52 15.00 

^37; 93 >24>10 81.41 15. 00 

■38.78 -23 .23 81.^6 15. 00 

•36.63 -23.82 81.53 15.00 

36 . ii -22 .46 81 .41 15 .00 

34.91 -22.24 82.33 15.00 

3S ::25::;;.v2^.j5y^^;83;:79 is . bo : ' 

3;4j;:p6 ; ■ -2;lv63;; 84.59 ■ • 15.00 
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TABLE V 



PCT/US96/17S12 



; 44 LYS'.GE. 

44 LYS NZ 
. 44 LYS C . 

\ ■4i-ms^6< .■ 

r ;; : 4S : LEU:;N' / 

45 LEU CA 

'; : ;:;45y ; LEU5CB- 
';;.45;vLEU-cG; 

45 LTO CDl 
• 45 LEU CD2 

45 LEU C \ 
t -45/ :LEU ; -0 V.;.' 

46 : LEU N : 
• 46 /LEU CA 

46 LEU CB 
^;i6:;L^:;G!G:;;.; 
46 LEU GDI 
46 LEU CD2 
46 LEU C 

46 LEU O 

47 ASN N 
47 ASN CA 
47 ASN CB 
47 ASN CG 
47 ASN OD1 
47 ASN ND2 

47 ASN C 
4 7 ASN 0 

48 LEU N 
48 LEU GA 
48 LEU CB 
48 LEU CG 
48 LEU CD1 
48 LEU CD? 
48 LEU C : 

48 LEU O: • 

49 SER^N;:; ' 
49 SER CA 
49 SER CB 
49 SER OG 
49 SER C 
49 SER O 



-33;. 69 -20.18 

-32:. 77 .19.50 

-35.72 -22,17 

-35.24 -23.05 

^35; 91 -20.93 

-35.56 -20.52 

-36.80 -20> 28 

T 36. 49 ; -19. 86 

-36.01 .21.07 

-37v69 -19.23 

-34V71 -19.26 

-35.22 -18.17 
-33.41: -19.42 

-32.50-18.29 
-31.75 -18.14 
-31.05 -19.27 
-32.04 -20 .12 
-30.23 -20.09 
-31.54 -18.34 
-31.41 -19.37 
-30.93 -17.20 
-30,00 -17.12 
-29.88 -15.69 
-31.21 -15.12 
-31.91-15.66 
-31.59 -14.04 
-28.64 ; -17.64 
-28.10 -17.24 
-28.12 -18.56 
-26.82 -19.15 
-26.80 -20.63 
-27.73 -21.45 
-27.55 -22.93 
-27.44 -21.15 
-25.73 .18136 : 
-26.04 -17U4 
•24 .48 -18.72 
■23.36 -18.00 
•22.27 -17.78 
21.19 -17.01 
22.73 -18.50 
21, 93 -19:-43 .. ' 



84.17 15.00 
85,16 15.00 

79,96 15.00 

79,25 15.00 

79.54 15.00 

78.19 15.00 

77.31 15.00 

75.87 15.00 

75 . 08 15 . 00 

75.17 15.00 

78; 25 15.00 

78,53 15.00 

78,02 15,00 

78.00 15; 00 

79.35 15.00 
80.11 15:00 
80.86 15.00 
79 ,17 15.00 
76:80 15 . 00 
76.14 15; 00 
76.48 15.00 

75.36 15.00 
74.84 15,00 
74,46 15.00 
73.60 IS.OO 
75.11 15.00 
75.75 15:00 
76.78 15,00 
74.94 15.00 
75.18 15.00 
74. 80 : 15 . 00 
75.71 15.00 
75.44 15.00 

77.17 15.00 
74.47 15.00 
73 .71 15.00 
74.69 15,00 
74.12 15,00 

75.18 15.00 
74:69 15.00 

72.83 15.00 

72.84 15.00 
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50 PRO N 


-23.07 




-24V;14 




•22.47 




-23.33 




• :>'23:i ; 81: 


50 PRO G 


-2iv0o 


50 PRO 0 


: -20vl5 


51 GLN N 


-20.70 


51 GLN CA 


-19.34 


51 QLN GB 


-19.35 


51 GLN CG 


-18. 06 


51 GLN CD 


• -17; ^6 


• ; '5i./^r ; oi|i : 


-18; 60 


51 GLST NE2 


-rl6.54 


51 GLN G 


-18.42 


51 GLN 0 


;'::':rii7:;25'' 




-18.98 




-18.23 




; ; :^'19 : :;14^- 


52 A^ CG 


-18.40 


52 ASN 6 


-18.99 


52 ASN ND2 


-17.11 


5 2 ASN C 


-17.68 


52 ASN O 


-16,50 




^18.55 


53 LEU CA ■■ 


7 -l$.l? 


|53-:>L^;;^ :^ 


" il9y:4& 


53 LEU CG 


-20.11 


53 liEU CD1 


20,05 


53 LOT CD2 


-21.55 


53 LEU C 


•'" ^17.. 21: : ' 


53 LEU O 


-16 .19 




^•-ITviS'l- 




-16.65 


54 VAL CB 


-17.16 


54 VAL CGI 




54 VA£ CG2 


-18.56 


54 VAL C 


-IS. I9; : : 


54 0 


^14.28 


55 ASP N 


-14.99 


55 ASP CA 


-13. 65 


55 ASP CB 


-13. 64 



TABLE V 

^;17,87 71.68 15.00 

-16.88 71.44 15.00 

r l8.3p 70.42 15.00 

-17.58 69.36 15.00 

-16.35 70.07 15.00 

-17 .83 70.39 15.00 

-18^48 69.77 15.00 

^16;; 73 71,10 15.00 

-16.18 71.19 15.00 

-14:78 71,82 15.00 

-13.96 71.66 15.00 

-13.49 70.22 15.00 

-12.89 69.54 15.00 

-13.74 69.77 15.00 

-17.16 71.95 15/00 

-17.33 71.59 15.00 

-17.86 72.94 15.00 

] -18.85 73.70 15.00 

-l&v 54 ; 7.4 .73 15 .00 

-20.50 75.66 15.00 

-21.02 76.61 15.00 

-20.73: 75.41 15.00 

-19.86 72.70 15.00 

-20.21 72.73 15.00 

-20.28 71.78 15.00 

-21.24 70.74 15 . 00 

-21.79 70.06 15 .00 

-23.02 70.67 15.00 

-22 .96 72.19 15. 00 

-23.il 70.17 15.00 

-20 .66 69.72 15.00 

-21.29 69.42 15.00 

-19.46 69.21 15.00 

-18.82 68:22 15,00 

-17.39 67 . 85 15.00 

-16 *• 73 if; 66. 85 is, 0 0 

-17.47 67.25 15.00 

-18 .75 68. 68 15.00 

-19.13 67,94 15.00 

-18.33 €9,93 15.00 

-18 .18 70.52 15.00 

-17.12 71.64 15.00 



\1% 
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TABLE V 



11 Sn, ' 11 - 15 - 73 11 '1* 15.00 

55 ASP GDI -14.12 -15.43 69.96 15.00 

55 ASP OD2 -14.46 -14.93 72.06 15.00 

55 .-ASP/ G; ■ -12.98 " -19.44 ; 71V08 " 



15 . 00 



55 ASP 0 -11.75 -19.53 71.15 15.* 00 

56 CYS N -13.79 -20.43 71 47 
56 CYS CA -13.26 -21.63 72.12 
56 CYS C -13.13 -22.97 71.41 
56 CYS 0 -12.36 -23 .82 71.86 
56 CYS CB -13.97 -21.81 73.45 

56 CYS SG -13.91 -20.34 74 55 

57 VAL N -13.92 -23.20 70.'36 H.'do 
57 VAL CA -13.85 -24.48 69.64 15.00 
57VALCB -15.13 -24.77 68.83 15.00 
57 VAL CGI ^15 . 08 -26.20 68,30 1S-00 
57VALCG2 -16.37 -24.52 69.66 15.00 
57 VAL C -12,67 -24.45 68.68 15.00 
57 VAL O -12.73 -23.82 67.62 



15.00 
15.00 
15.00 

isUoo 

15.00 
15.00 



15l00 



58 SER N -U.60 -25.15 69.04 15 00 

58 SER CA -10.40 -25.18 68.22 15 00 

58 SER CB -9.19 -25.66 69.02 15.00 

58 SEROG -9.56 -26.66 69.95 15.00 

58 SER C -10.54 -25,93 66.91 15.00 

58 SER O -9.71 -25.75 66.02 15.00 

59 GLU N -11.56 -26.78 66.79 15.00 
59 GLUCA -11.79 -27.55 65.57 
59 GLO CB -12.53 -28.86 65 84 
59GLUCG -11.72 -29.95 66.56 
59. GLU CD : ^11 . 47 -29.63 68.03 is'oo 
■59. GLU OE1 -12.44 -29.48 68.79 15.00 
59GLUOE2 -10.28 -29.54 68.42 15.00 
59 GLU C -12.51 -26,74 64.50 15.00 
59 GLUO -12.45 -27.06 63.32 15.00 



15.00 
15.00 
15.00 



60 ASN N -13.22 -25.69 64.92 15.00 

60 ASN CA -13191 -24.83 63198 

60 ASN CB -15 ; 29 -24.45 64.49 

60 ASN CG -16.25 -25.62 64 51 

60 ASN OD1 -17.17 -25.66 65.32 

60 ASN ND2 -16.04 -26. 59 63v62 

60 ASN; C -13.03 -23.63 63.72 

60 ASN O -12.01 -23.46 64 39 

61 ASP N . ■ -13.39 -22.81 62.74 15." 00 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
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61 ASP CA 
61 AS P CB 
61 ASP CG 
61 ASP GDI 
61 ASP OD2 
61 ASP C 

61 AS P O 

62 GLY N \- 
62 GLY CA 
62 GLY C ; 

62 GLY O 

63 CYS N 
63 CYS CA 
63 CYS C " 
63 CYS O .'• 
63 CYS CB 

63 cys SG 

64 GLY N 
64 GLY CA 
64 GLY C 

64 GLY 6 

65 GLY N 
65 GLY CA 
65 GLY C 

65 GLY O 

66 GLY N 
66 GLY CA 
66 GLY C 

66 GLY 6 

67 TYR N 
67 TYR CA 
6 7 TYR CB 
67 TYR CG 
67 TYR CD1 
67 TYR CE1 
67 TYR CD2 
67 TYR CE2 
67 TYR CZ 
67 TYR OH 
67 TYR C 

67 TYR O 

68 MET N 



.= : VC; * llW* 

-12.56 -21.66 
-12-27 -21.64 
-11.96 -23.05 
-12.89 -23.70 
-10.78 -23.50 
-13.12 -20.30 
-12 .75 -19.26 
-13.97 -20.31 
-14.54 -19.06 
-15.40 -18.39 
-16.41 -18.95 
-15.00 -17.18 
-15.71-16.43 
-15.44 -16.96 
-16.00-16.47 
-15.39 -14.94 
-16.00 -14.06 
-14.57 -17.97 
-14.27-18.57 
-15.01 -19.88 
-14.59-20.68 
-16.09 -20.12 
-16.86 -21.34 
-16.66 -22.39 
^15.77-22.30 
-17.52 -23.40 
-17.44 -24.49 
-18.61 -25.44 
-19.49 -2S.27 
-18.62 -26.44 
-19.68 -27.44 
-19.14 -28.83 
-18.68 -28.95 
-19.58 -29.32 
-19.18 -29.39 
•17.37 -28.64 
-16.96 -28.70 
•17.88 -29; 07 
17.50 -29.10 
20.36-27.48 
19.71 -27v30 
21.65 -27.77: 



62.39 15.00 

60.88 15.00 

60.30 15.00 

59.76 15.00 

60> 3t J 15 .00 

62.86 15.00 

62.32 15.00 

63.88 15.00 

64.36 15.00 

63.30 15.00 

62.84 15.00 

62.90 15.00 

61.88 15.00 

60.47 15.00 

59.49 15.00 

61.97 15.00 

63.45 15.00 
60.38 15.00 
59.09 15.00 
58.84 15.00 
58 .01 15 .00 
59.59 15.00 
59.42 15.00 
60.49 15.00 
61.34 15.00 

60.46 15.00 
61.42 15.00 
61.32 15.00 
60.48 15.00 
62.18 15 . 00 
62.21 15.00 
61.87 15.00 
60.44 15.00 

59.44 15.00 
58.11 15.00 
60.07 15.00 
58.75 15.00 
57.77 15.00 

56.45 15.00 
63 .56 15 . 00 
64 .59 15 . 00 
63.56 15.00 
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TABLE V 
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68 MET CA 
68 MET CB 
/■ 68 ;MCT :CG 
68 MET :SD 

68 MET GE 
6 8 MET C 
68; MET 0 

69 TjHR N 
69 THR CA 
69 THR CB 
69 THR OGl 
69 THR CG2 
69 THR C 

69 THR O 
7 0 ASN N 

y'7,0; ASN CA 

70 ASN CB 
70 ASN CG 
70 ASN OD1 
70 ASN ND2 

70 ASN C r. 
7 0 ASN 0 

71 ALA M 
71 ALA CA 
71 ALA CB 

"71 ALA;'c-. ; 

71 ALA O 
■ 72 PHE N 

72 PHE CA 
72 PHE CB 
72 PHE CG 
72 PHE CD1 
72 PHE CD2 
72 PHE CE1 
72 PHE CE2 
72 PHE CZ 
72 PHE C 

72 PHE 6 

73 .GIN N 
73 GLN CA 
73 GLN CB 
73 GLN CG 



^22.44 -27485 
-23.93-28.03 

-24.58 -26.86 

-24.01 t26.58 

— 2£;23 : ;: • ^27*50: 

—21.91 ^26.98 
-21.68 -28.77 
-21.68 -30.16 
-21.17 -31.32 
-20.89 -32.54 
-20.07 -32.14 
-22.20 -33.12 
-19.91 -31.01 
-19.80 -31.46 
-18.97 -30.25 
-17.74 -29.87 
-16.76 -29.07 
-16.17 -29.89 
-15.66 -29.34 
-16.25 -31.20 
's-18.11 -29.01 
-17.57 -29.19 
-19.02 -28.07 
-19.50 ; -27;16 
-20.44 -26.11 
-20.20 -27. i92 
-20.03—27.59 
-20.95 -28.97 
-21.63 -29.82 
-22.65 -30.75 
-23.80 -30.02 
-24.32 -28.88 
-24.37 -30.48 
-25.40 -28.21 
-25.46 -29.81 
■25.97 -28.67 
■20.64 -30.63 
20.69-30.66 
•19.71 -31.27 
18.70 -32.08 
17.83 ^32.79 
16.90 -33.82 



64.78 15 . 00 

64. 44 15.00 

63.66 15.00 

% t 93 15.00 

61.01 15.00 

65.68 15.00 

66,87 i5. 00 

65.08 15.00 

65.81 15.00 

64.87 J 15,00 

63.76 15.00 

64 .35 15.00 

66.64 15 .00 

67.78 15.00 
66.06 15.00 

;;.^|v77..';- 15.00 

65.89 15.00 

64.75 v 15. 00 

63.79 15.00 
64.86 15.00 
67 .98 15.00 
69 . 08 15.00 
67.74 15.00 
68.77 15.00 
68.16 15.00 
69.91 15.00 
71.08 15.00 
69.56 15.00 
70.54 15.00 
69.86 15.00 
69 .25 15 . 00 
69.86 15.00 
68.08 15.00 

69.30 15.00 
67.51 15.00 
68.13 15.00 
71.36 15.00 
72.59 15.00 
70.67 15.00 
71.33 15.00 

70.31 15.00 
70.92 15.00 



TABLE V 



73 GLN CD 
73 GLN 0E1 
73 GLN NE2 

73 GLN 0 

74 TYR N 
74 TYR CA 

; 74 tyr cb ■' ; 

74 TYR CG 
■. : 74 TYR CD! 
74 TYR CE1 
74 TYR CD2 
74 TYR CE2 
74 TYR CZ 
■ 74 TYR OH 
74 TYR C 

74 TYR 0 

75 VAL N 
75 VAL CA 
75 VAL CB 
75 VAL CGI 
75 VAL CG2 

75 val c ; 

75 VAL O 

76 GLN N 
76 GLN CA 
76 GLN CB 
76 GLN CG 
76 GLN CD 
76 GLN OE1 
76 GLN NE2 
76 GLN C 

76 GLN O 

77 LYS N 
77 LYS: .CA 
77 LYS CB 
77 LYS CG 
77 LYS CD 

' 77 LYS CE 
77 LYS NZ 
77 LYS C 
77 LYS 0 



-16,28 

-16.83 

-15.14 

-17.87 

-17.49 

-17.60 

-16.83 

-16.61 

-16.39 

-15.18 

-15.02 

-17.43 

-17.28 

-16.08 

-15.96 

-17.55 

-16.92 

-18.87 

-19.70 

-21.11 

-21.96 

-21.00 

-19.77 

-19.91 

-19.66 

-19.66 

-19.84 

-19.80 

-19.78 

-19.34 

-20.24 

-18.34 

-18.34 

-17.22 

-15. 89 

-14.79 

-14.77 

-13 .80 

-13.62 

:-12-, 55 ■ ' 

-15.63 

-14.99 



-34.92 
-35.30 
-31.21 
-31.64 
-29.98 
-29.03 
-27.69 
-26.51 
"26 .35 
-25V35 
-25.63 
-24.64 
-24.50 
-23.57 
-28. 79 
-28.75 
-28.62 
-28.36 
-27.88 
-27.66 
-26.57 
-29.55 
-29.38 
-30.74 
-31.95 
: ; ; -33iV'21 v 
-34.51 
-35.75 
-35.70 
-36.86 
-32.00 
-32; 09 
-31.90 
-31.95 : 
-32.01 
-33.29 
-33.14 
-34.44 . 
-34,33 . 
-30.80 
-30:98 r 



68.78 
70.20 

v : :':?2:^25: 

73 .33 
71.82 
72.62 

••7%89j 

■ ' ; 72. : . !: 83 , ' :: 

: ::73;v|£; 
74.47 
73,12 
74.08 
74,75 
75,75 
73.94 
75.00 
73, 86 
75.04 
74.63 
75.85 
73.83 
75.98 
77.19 
75.42 

76.22 

75.36 

76.14 

75.25 

74.09 

75,79 

77^00 

78.22 

76.29 

76.91 

75.85 

75.01 

73.84 

73.09 

72.06 

77.87 

78.91 



15,00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

15; 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15 .00 

15 . 00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15,00 

15 . 00 

15VO0 

15.00 

15 . 00 

15.00 
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TABLE V 

78 - 15 ^^ "28.43 7 8 ,3i 1S . 00 

78 ASN CB -16,18 , ,27,16 m.Sl 15.00 

78 ASNCG -15.95 -25.89 78.31 15.00 

70 ASNOD1 -14.90 425,69 78^92 15.00 

78 | ASN ND2 -16.93 -24.99 78,28 15.00 

: : - : -16.::83;., -28.52 . 79.!52 15.00 '": 

™ ASN ° -27,81 80.49 15.00 

79 ARC CA -18.82 -29.64 80.47 15.00 
79 ARC CB -18.19 -30.06 81.81 15. OO 

; -17,69 -31,48 81.85 15.00 

79 ARC CD -16.75 -31.70 83.00 15.00 

79 ARGUE -16.07 -32.98 82.88 15.00 

79ARGGZ -14.79 -33.13 82.56 15.00 

79ARGNH1 -14.02 -32.08 82.33 15 00 

79 ARC NH2 -14.28 -34.36 82.41 IS.'oo 
11 ** G C ~ 19 ' 71 -28-45 80.65 15.00 
o! " ° -20.43: > -28:32 81.69 15.00 

80 GLY N -19,84 -27.58 79.66 15,00 
., s $0 :GLY CA -20.72 -26.45 79.77 15,00 

80 GLY C -20.50 -25.38 78.73 15.00 

80 GLY O -19.60 -25.49 77.89 15.00 

81 ILE N -21,38 -24,39 78.75 15.00 
81 ILECA -21.34 .23.24 77,85 15.00 
81 I LE CB -22.12 -23,47 76.52 15.00 
81ILECG2 -23.54 -24100 76.80 15,00 
81 ILE CGI -22.15 -22.16 75.71 15.00 
f 1ILECD1 -22.81 -22.28 74.36 15.00 

81 ILE C -21.98 -22.09 78.60 15.00 

-23.00 -22.26 79.29 15.00 

82 ASPN -21.37 -20.92 78.48 15.00 
82ASPCA -21.88 -19.75 79.15 15.00 
" ASPCB -20.83 -18.66 79.19 15.00 
^^f, -".«8 -19.00 80.10 15.00 

, 82 ASP GDI -18.57 -18,52 79.85 15.00 

; 82 ASP PJJ2 _ 19 n _ 19 7g gl 0? 15 0Q 

|2ASPC -23.17 -19.21 78,57 15.00 

82 ASP O -23,56-19.54 77.45 15,00 

83 SER N -23.85 .18.42 79,39 15.00 
83 SER CA -25.09 -17.77 79,00 15.00 
83 SER CB -25.89 -17.34 80,22 15. 00 
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TABLE V 



83 SER OG 


-25.29 


-16,22 


80.85 


is 00 


83 SER C 


-24.7Q 


-16 v56 


78v 16 


15 hn 

..WW 


83 SER 0 


-23.58 


-16. 04 


78:30 


15 00 




-25.59 


-16,10 


7730 


15 00 


84 GLU GA 


^25.30 


-14.93 


76; 49 


15 OA 

x j . v v . 


84 GLU CB 


-26.55 


-14.46 


75,73 


15 00 


Si GLU 


-26.40 


-13 . 12 


75 : 04 


15 OO 


8 4 GUI CD 


-25.37 


-13.12 


73; 92 


15 OO 


84 GLU OE1 


-24.73 


-12.07 


• 73 .72 


15 OO 


84 GLU OE2 


-25.20 


-14.15 


73 9^ 


XD .00 


84 GLU C 


-24.74 


-13.81 


77 17 


JLD . 00 


84 GLU 6 


-23.72 


-13.20 


77. 06 


15 OO 


85 ASP N 


-25.37 


-13.60 


78 . 53 


15 OO 


85 ASP CA 


-24.94 


-12.54 


79.44 


15 00 

.. ly . VU. 


85 ASP CB 


-25 .85 


-12 .44 


80 fifi 


it on 
xp . u u 


85 ASP CG 


-27.22 


-11.88 




1 5 OO 


85 ASP QD1 


-28.19 


-12.27 


si 01 


XD • UU 


85 ASP OD2 


-27.33 


-11. 06 




XD . OO 


85 ASP e 


-23.49 


-12 .60 


79. 87 


15 00 


85 ASP 0 


-22.78 


-11.59 


79; 79 


15 00 


86 ALA N 


-23.05 


•13-79 


80.28 


15 no 


86 ALA GA 


-21.67 


-14.00 


80.73 


15 00 

Xy<Uv 


86 ALA GB 


-21.59 


-15 .24 


pi 50 


1 5 on 


86 ALA G 


—20.61 


-14v06 


79 fio 


1 5 nn 
xp. uu 




-19. 42 


-14*18 


79 


13 • UU 


87 TYR N 


-21.04 


-13 .98 


78 36 


15 on 

1J. UU 


8t7 TOR GA 


-20.13 


-14.04 


77 23 


ID . U O: 


87 TYR CB 


-19.69 


-15.50 


76.99 


15 00 


87 TYR CG 


-18.30 


-15.71 


76 41 


i t on 

U . UU 


87 TYR CD1 


-17.79 


-14.89 


75 41 


15 nn 


87 TYR CE1 


-16.54 


-15.12 


74 fig 


1 5 OO 
JLO . UU 


87 TYR CD2 


-17.51 


-16.78 


76 84 


1-5. OO 
13 ■• UU 


87 TYR CE2 


-16.26 


-17;02 


7 6 29 


15 no 

Xp.UU 


87 TYR C2 


-15.78 


-16.18 




1 : 5 nn 1 : 


87 TYR OH 


-14 .54 


-16.42 


74 7fi 


1 nn 
X 3 . u u 


87 TYR C 


-20.88 


-13.46 


76.00 


15 no 


87 TYR 0 


-21.14 


-14.15 


75.02 


15.00 


88 PRO N 


-21.17 


-12.14 


76.05 


15.00 


88 PRO CD 


-20.72 


-11 .16 


77.06 


15.00 


88 PRO CA 


-21.90 


-11.45 


74.97 


15.00 


88 PRO CB 


-21.94 


-9.99 


75.46 


15.00 


88 PRO CG 


-20.72 


-9.87 


76.27 


15.00 
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88 PRO C 

88 PRO O 

89 TYR N 
89 TYR CA 
89 TYR CB 

; ' 89 TYR CG 
89 TYR CD1 
89 TYR CE1 
89 TYR CD2 
89 TYR CE2 
89 TYR CZ 
89 TYR OH 
89 TYR C 

89 TYR O 

90 VAL N 
90 VAL CA 
90 VAL CB 
90 VAL CGI 
90 VAL CG2 
90 VAL C 

90 VAL 0 

91 GLY N 
91 GLY CA 
91 GLY C 

91 GLY O 

92 GLN N 
92 GLN CA 
92 GLN CB 
92 GLN CG 
92 GLN CD 
92 GLN OE1 
92 GLN NE2 
92 GLN C 

92 GLN O 

93 GLUN 
93 GLU CA 
93 GLU CB 
93 GLU CG 
93 GLU CD 
93 GLU OE1 
93 GLU OE2 
93 GLU C 



TABLE V 



-21.30 


-11.57 


: 73 58 




-20.11 


-11.80 


73 :-;42', 




:^22.15 


-11 .39 


72*58 


15 nn 


-21.74 


-H>48 


7i;ia : 


• it nn 

. .... Xy.--i:y.U' 


-22.93 


-11.78 


70 27 


1' C !: Aft 


-22.53 


-12.08 ■ 


6ft fl^ 

V Q. * wt«:...- 


iO> U0: 


-21.82 


-13 .23 


6ft ^ A 


; lO. 00 


-21.40 


-13 .50 




;: 13 . UU 


-22.83 


-11.20 


67 81 


tc fin 


-22.40 


-11.46 


66 50 


13 . UU 


-21.6? 


-12 .62 


66^24 


i ^ nn 


-21.23 


-i2,90 


64.98 


x j . UU 


-21.04 


-10.21 


70:71 


■•'HX- in n 


-21.54 


-9:. 11 


70 94 


i =t n n 


-19.88 


-10.36 


7 b Oft 


: .: ; ;;:iiO.:..;U.U:'. - 


-19V15 , 


-9 . 21 


•69 : 55-:'! : '' 


AW. UU 


-17.81 


-8.94 




llSv/OpV' 


-18.06 


-8.15 


71,55 


■I 5. 00 


-17.08 


-10.23 


70.56 


15,00 


-18.92 


■ -9 • 31 


68vQ5 


isv oo 


-18.60 


-8.32 


67:40 


15>00 •■ 


-19.08 


-10.51 


67; 50 


15.00 



-18.90 ^10.68 66.06 15.00 

-17.^6 -10,67 ■ 65.56 15,00 ■ 

-17 .19 -10,28 64 .42 15.00 

-16 : 54 -11 .10 66.41 15.00 

-15.14 -11.17 66.04 15.00 

-14,46 -9.80 66.11 15.00 

-W.41 ■ .-94:16-' ■■6K*9^^&<0': - 

-14.16 -7 . 65 67.45 15. 00 

-14.60 -6.91 68.33 15.00 

-13.46 -7.18 66.42 15.00 

-14.45 -12.22 66.92 15,00 

-14 ; 82 -12.42 68.07 15.00 

-13,51 -12,94 66.32 15.00 

-12.75 -13.98 66.99 15.00 

-11.92 -14 . 80 65.98 i5. 00 

-12.60 -15.10 64.64 15 ,00 

-11,66 -15.74 63.60 15.00 

-10.42 -15.60 63172 15.00 

-12,17 -16.37 62.65 15.00 

-11.83 -13.34 68.03 15.00 
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TABIi£ V 
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93 GLU 0 


•11.21 


-12.30 


. 67 .75 


15 irtn 


94 GLU N 


•11,73 


: -13,97 


169 2 (i 


'■ ; - i 5 -no 


94 GLU CA 


-10,88 


-13.49 


70.30 


1:5.60 


94 GLU CB 


-11.58 


• • -12v42' : .' 


71,15 


15; 00 


94 GLU CG 


•11.71 




70.44 


15; 00 


94 GLU CD 


•12.53 


•10.Q4: 


7iw21 


/•,,;:i5ii : ;d0 


94 GLU OE1 


-13.43 


-10 .42 


: ' 71. 98 


15:00 


94 GLU OE2 


-12.26 


-8:84 


71.02 


ISvOO 


94 GLU C 


•10.47 


-14.70 


71.15 


15-0 0 


94 GLU 0 


-10.92 


-15.82 


70 go 




95 SER N 


-9.61 


-14.49 


72.13 


15 .00 


95 SER CA 


-9>17 


^15.58 




15 no 


95 SER CB 


-7:98 


^15: 16 


. ' 73 . 87 • 


1 5 on 


95 SER OG 


-8.29 


V14.05 


74 .70 


i; s oo 


95 SER G 


-10.29 


-16.20 


73 . 83 


15; 00 


95 SER 0 


-11.16 


-15.50 


" : ;74 ; w-3^- ' 


£5 : 00 


96 CYS N 


-10.27 


-17:53 


; ;73;:93:-:^ 


15 00 


96 CYS CA 


-11.26 


—18.23 


74 72 


f 5 ho 


96 CYS G 


-11.28 


-17 .62 


76,13 


15 ^ ob 


96 CYS 0 


•10 .26 


-17.58 


76 1 83 


15; 00 


96 CYS CB 


-10.97 


-19.73 


74.75 


15 00 


96 CYS SG 


•12.23 


-20.69 


75 64 




9 7 MET N 


•12.44 


^17 .08 


76.50 


15 on 


97 MET CA 


-12 .64 


-16.44 


77, 80 


15 00 


97 MET CB 


-12.80 


;-i4 : .:93::;: : -. : 


77.61 


15 Oo 


97 MET CG 


-12.60 


-i4iii> 


78 .87 




97 MET SD 


•10.92 


-14 .28 


79.50 


15,00 


97 MET CE 


•10.06 


-13.18 


78.42 


15 .00 


9 7 MET C 


-13.84 


-17 .05 


78.53 


15 .00 


97 MET 0 


-14.64 


-16. 34 


79 .14 


15 00 


98 TYR N 


•13.96 


-18.37 


78.44 


1 5 on 


98 TYR CA 


-15.04 


•19.09 


79.10 


15 do 


98 TYR CB 


-15.03 


•20.57 


78.73 


15 no 


98 TYR CG 


-15.99 


-21.40 


79 .55 


; . 1 5 on : 


98 TYR CD! 


-17.36 


-21.36 


79 31 


1 5 00 


98 TYR CE1 


-18.25 


-22.09 


80.09 


15v00 


98 TYR CD2 


-15.53 


•22.21 


80.59 


# 15.00 , 


98 TYR CE2 


-16.41 


•22.95 


81.38 


15 J 00 


98 TYR CZ 


-17.77 


•22.88 


81.13 


15.00 


98 TYR OH 


-18. 64 


-23.57 


81.93 


15.00 


98 TYR C 


-15.01 


-18,91; 


80.61 


15.00 


98 TYR 0 


-14. 00 


•19.18 


81.26 


15.00 
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99 ASN N 

99 

: 9 ? OD l 

99^ 
99 

lOOjfRO CD 

100 Pf^) CG 
100 PRO G 

100 •; / #Ro;p^-; 

101 THR N 

101 THR GB 
101 TOR OG1 
101 THR CG2 
l 6 l TI£R G 

101 THR 6 

102 i^Y^i:'--; 
■/i02\i^:.^,'''. : 

102 G£y 6 

103 LYS N 
103 LYS GA 
103 LYS GB 
103 LYS CG 
103 LYS CD 
103 LYS CE 
103 LYS NZ 
103 LYS G 

103 LYS O 

104 ALA N 
104 ALA CA 
104 ALA GB 
104 ALA C 

104 ALA O 

105 ALA CA 
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-16.12 


-18,44 


81.16 


VV:f : : : 15v00 


-16.24 


/;/-18^:23 : ' 


82.58 


15.00 


-16. 80 


-16.84! 


82;89) 


15.00 


-16,73 


-16.50 


84.38: 


15.00 


-16.91 


-17.36 


85.24 


15.00 


-16.44 


: ; ;-l:5 ; '::25 ;: '. 


84.68 


15.00 


-17.14 


rl9.31 


83.15 


15 00 


-18,33 


-19.37 


82.85 


15,00 


^16.59 
-15.16 


-20,19 

- : 2'P;.25' : -. 


83.99 
84.37 




-17.34 
-16.27 


. -21.29 
-21.98 


84 1: 62 
85.47 


re: on 


-15.00 


-21.70 


84.70 




-18.52 


-20 . 82 


. 85.48 


lj . UU 


-19.53 


-21,51 


85.58 


IS vOO ". 


-18.37 


-19.64 


86.09 


15.00 


-19.42 


-19.05 


86. 93 . 


; ,15.00 


-18192 


:^17v73; ' 


87.61 


15.00 


-17.73 


-17.97 


88.38 f 


15.00 


-19.99 


-17.15 


88.54 


15.00 


-20.68 


;-18.73 : 


86.12: 


15 . 00 


-21.77 


-IS:^- : 


86.68 


15 oh . 


-20.52 


-18.51 


84. 81 


■ .• . — > « :y v.: .- . , 


-21.67 


-18.18 


83.97 


15.00 


-22.36 


-19.33 


83.25 


: '15.00 


"23.34 


-19.12 


82.53 


15.00 


-21.87 


-20:54 


83.47 


: 15 00 '■' 


-22.41 


-21.74 


82.83 


15.00 


-21.73 


-22.98 


83.40 : 


15 . 00 


-21.93 


-24.24 ;• 


82,59 


15.00 


-21.93 
-20.80 


-25.43 




15.00 


-21.18 


-2!5.^6,; : 

-26.01 


84.52 
85.80 


15.00 
15.00 


-23 .91 : : 


-21.86 


82; 95 




-24.44 


-21,97 


84.05 


15; 00 


-24.60 


-21.92 


81.82 


15.00 


•26.05 


-22.02 


81.81 


15,00 


•26.65 


.on on 


80,97 - 


15,00 ' 


26.59 


-23.38 


::8i.35: : 


is r ob 


27.77 


-23.67 


81.53V 


15.00 


25.72 


-24.20 


80.77 


:'^&$0; - 


26.11 : 


-25.53 




15vbo 
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TABLE V ; 

105 ALA CB -27. 03 -25 -41 79. 07 IS . 00 

105 ALA C -24.88 -26.34 79,91 15.00 

105 ALA O -23.75 -25 . 83 79.94 15 . 00 
106: LYS N -25.12 -27.60 79 .57 15.00 

106 LYS CA -24.10 -28.54 79.11 15.00 
106 LYS CB -23.33 -29.21 80.26 15.00 
106 LYS CG -24. 14 -30.16 81.14 15. 00 
106 LYS CD -23.57 -31.59 81.11 15.00 
106 LYS CE -24 . 32 -32 . 54 82.06 ; 15 . 00 
106 LYS NZ -25.78 -32.68 81.70 15.00 
106 LYS C -24.83 -29.57 78.27 15.00 

106 LYS O -26.05 -29.54 78.19 15,00 

107 CYS N -24.09-30.44 77,60 15.00 
107 CYS CA -24 .70 -31.48 76.79 15. 00 
107 CYS CB -24.95 -31.05 75.34 15.00 
107 CYS SG -23 ^54 -31 . 08 74 .19 15 . 00 
107 CYS C -23.84 -32.72 76.88 15.00 

107 CYS O i -22. -66 -32.64 77.19 15.00 

108 ARG N -24; 45 -33.87 76.68 15.00 
108 ARG CA -23.73 -35.13 76.74 15.00 
108 ARG CB -24.36 -36.04 77.78 15.00 
108 ARG CG -24.14 -35.57 79.21 15,00 
108 ARG CD -24.54 -36.64 80.19 15.00 
108 ARG NE -25.96 -36.93 80.10 15.00 
108 ARG CZ -26.54 -38.01 80.61 15.00 
108 ARG NH1 -25.81 -38.91 81.24 15.00 
108 ARG MH2 -27.85 -38.18 80.50 15.00 
108 ARG C -23 . 58 -35.82 75.39 15 . 00 

108 ARG 0 -23-92 -36,99 75.24 15.00 

109 GLY N -23.09 -35,08 74.41 15.00 
109 GL Y CA -,22,90—35,66 73.10 15.00 
109 GLY C -23.96 T 35.21 72.13 15.00 

109 GLY 0 -24.80 -34.38 72.48 15.00 

110 TYR N -23.95 -35.79 70.94 15.00 
110 TYR CA -24.90 -35,45 69.88 IS. 00 
110 TYR CB -24.35 -34.33 68 .V8 15.00 
110 TYR CG -23.08 -34:72 68.26 15.00 
110 TYR CD1 -21, 84 ^34 .52 68 ; 86 15^00 

15.00 



110 TYR CE1 -20,69 -34i96 68;26 

110 TYR CD2 -23-13 -35,37 67,04 

110 TYR CE2 -21.98 -35.82 66.43 

110 TYR CZ -20.76 -35.62 67.05 15,00 
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TABLE V 
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110 TYR OH 
110 TYR C 

110 TYR O 

111 ARG N 
111 ARG CA 
111 ARG CB 
111 ARG CG 

; 111 ARG CD 
111 ARG NE 
111 ARG CZ 
111 ARG NH1 
111 ARG NH2 
111 ARG C 

111 ARG 0 

112 GLU N 
112 GLU CA 
112 GLU CB 
112 GLU CG 
112 GLU CD 
112 GLU OE1 
112 GLU OE2 
112 GLU C 

112 GLU O 

113 ILE N 
113 ILE CA 
113 ILE CB 
113 ILE CG2 
113 <2G1 
113 ILE CD1 
113 ILE C 

113 ILE O 

114 PRO N 
114 PRO CD 
114 PRO CA 
114 PRO CB 
114 PRO CG 
114 PRO C 

114 PRO O 

115 GLU N 
il5: GLU CA 
115 GLU CB 
115 GLU CG 



-19.61 -36.09 
-25.28 -36.66 
-24.66 -37.72 
-26.28 -36,45, 
-26:77 -37.47 
-28.06 -38.10 
-29.00 -38.71 
-28.59-40.10 
' W29.56 -40.59 
-29.24 -41.12 
-27.97 -41.25 
-30.20 -41.45 
-26.95 -36.78 
-27.32 -35.60 
-26.60 -37.49 
-26.73 -36.98 
-25.44 -37.25 
-24.23 -36.54 
-22.94 -36.81 
-22.55 -36.00 
-22.30 -37.84 
-27.95 -37.64 
-28.32 -38.74 
-28.60 -36.94 
-29.75 -37.51 
-30.79 -36.40 
-31.82 -36.90 
-31.47 -35.89 
-32.11 -36.98 
-29.23 -38.17 
-28.24 -37.70 
-29.81 -39.32 
-30.91 -40.08 
-29.34 -39.97 
-30.43 -41.01 
-30.84 -41.40 
-29.30-38:94 
-30.29 -38.23 
-28.14 -38.81 
-27.95-37.85 
-26.52 -^37; 88 
-26.24 -36.84 



66. 45 15.00 
69.02 15.00 
69:09 IS. 00 

68.18 15.00 
67-27 I5.Q0 
67-78 15.00 
66.72 15.00 

66.19 15.00 

65.20 15.00 
64.02 15.00 
63.65 15.00 
63.15 15.00 
65.92 15,00 

65.85 15.00 

64.86 15.00 
63.50 15.00 
62.71 15.00 
63.29 15.00 
62.52 15.00 
61.66 15.00 
62.82 15.00 
62.84 15.00 .': 
63.20 15.00 
61.93 15.00 
61.24 15.00 
60.90 15.00 
59.89 15.00 
62.17 15.00 
63.00 15.00 
59.97 15.00 
59.39 15.00 
59.56 15.00 
60.16 15.00 
58.34 15.00 
58.08 15.00 
59.42 15.00 
57.22 15.00 
56.97 15.00 

56.59 ':.-a : s. : .:bd' 

55.52 15.00 
55.00 15.00 
53.95 15 .00 



W0 97/1(5177 

115 GLU GI> 
: 115 GLU 0E1 
115 GLU OE2 
115 GLU C 

115 GLU O 

116 GLY N 

: : ? 116 GLY C 

116 GLY 0 
• Ip ASW N 

V 117 ASNi CA ; 

^li? ; : ASN.;CB.;; 

117 ASN CG 
117 ASN OD1 
117 ASN ND2 

-,,;rli7; ASN c 

117 ASN O • 

118 GLU N 
118 GLU CA 

" 118 GLU <3B ;•: 
^ . ;:\ r ; ::118:"GLU Mr''-' 
118 GLU CD 
118 GLU OE1 
118 GLU OE2 
118 . GLU C 

118 GLU O 

119 LYS N ;u 
119 LYS CA 
119 LYS CB 

^X^ll^L^rCG. V: 

yk ;ii9 lys CD 

119 LYS CE 
119 LYS NZ 

'; 119 lys: c 

119 LYS O "• " 
. 120 ALAN 

120 ALA CA 
: 120 ALA CB 
120 ALA C 

120 ALA 0 

121 LEU N 
121 LEU CA 



PCTAJS96/17512 

TABLE V .. 

-24.87 -36.97 53.34 15.00 
-24.73 -37.74 52.35 15,00 : 
-23v94 -36.29 53,84 15,00 
-28 .94 -38 . 05 54 . 38 ' 15. 00 
-29.14 -39.17 53.91 15.00 
-29-55 -36.96 53.95 15.00 
-30.51 -37, 02 52. 86 15. 00 
-31.93 -37.43 53.23 15.00 
-32.85 -37.23 52.44 15.00 
-32,12 -37.92 54.46 15:00 
-33. 43 -38.37 54;93 15.00 

-33.27 -39.59 55v85 ; 15,00 v 
r-34.53 . -40.48 55.92 15.00 

-35.65 -40.02 55.70 15.00 

-34.34 ;: -41.74 : 56.27 : 15,00 ;:' 

-34.30 -37.30 55 .60 15.00 

x-34,12 -37; 00 56.79 15; 00 

-35.26 -36.75 54.86 15.00 

-36.18 -35.73 55.38 15.00 

-36:91, -34.98 54 ^26 -15.60 

-36:v01; -3f:ll/ 53.37 15. 00 

-36.78 -33.09 52.55 15.00 

-36.86 -33.26 51.32 15.00 

-37.30 -32.11 53.13 15.00 

-3? • 19 -36.37 56.35 15 .00 

-37.57 -35.76 57:35 15.00 

-37.59 -37,60 56.06 15.00 

-38.53 -38.31 56,92 15.00 

-38.89 -39.68 56.33 15.00 

-40.10 -40.36 56.97 15.00 

-40.37 -41.75 56.35 15.00 

-39.71 -42.89 57.16 15,00 

-39.80 -44.23 56.47 lS.bo! 

-37,89 -38; 45 58.30 15.00 

-38.53 -38,23 59,33 15;, 00 

-36,59 -38.76 58.30 15,00 

"35.85 -38.91 59.54 15.00 

-34.44 -39.41 59.25 15.00 

-35, 78 -37.58 60.26 15; 00 

-35.89 -37.52 61.49 15.00 

-35.61 -36.51 59,48 15.00 

"35.52 -35.16 60.02 15.00 
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Table v 

V 121 LEU GG 

iii :L?u dpi 

^y.- v : 12:1 USU CD2 
121 LEU C 

121 LEU O 

122 LYS N 

122 LYS CB 

: ,i ; 22- 'I^.GG ; -"' 
122 ; LYS CD 

; ; : '^> ::;vi22;-^s;-:cs.; 
!;; c :J.:;122 Ws' : N2 
: ' ;. : ;i?2 ; C,LYS;'::C •" 

122 L^ O 
^''V-;i23-;ARG: : :N-...- : 

123 ARG CA 
123 ARG GB 
123 ARG CG 
123 ARG GD 

123 ARG NH2 

/•.;.'::123;i O 
V'".yji?4: ALA-.-:N: '.' 

124 ALA C 

124 ALA O 

125 VAL N 

^25 CA \ 

V:i25 VAL CB 
125 VAL cqi 
125 VAL CG2 

;■^;' : ■ : l^^y^tt^;■C■'.' 

125 VAL 6 

126 ALA N 
126 ALA GA 
126 ALA GB 
126 ALA G 



-35. 02 


-34; 18: 


CO 0 A 


15.00 


-34; 84 


-32.68 


59 23 


1 c ri/S 
13. U.U 


-33.98 


' -32.43 


60.46 


15 00 


-34.25 


-32.02 


57:99 




-36,83 


-34 ? 68 


60.68 


• • ; "i-5^o/v 

• *V t UU; 


-36.79 


-34; 05 




V: T:C : - A f\; : 


-37.97 


-35 . 03 . 


60.08 


I'^'-'-rtVv 

; ,: . U U . 


-39.29 


-34.65 


60 .60 


;: - : 1 C fin 


-40.42 


-34.99 


59-63 


' : l'5 :; - ; rin ■: 


-41.82 


-34.90 


60.26 


it rift- 


-42.89 


-35.49 - 


59 34 


XD i UO 


-44.28 


-35.44 


59 97 


XD . UU; 


-45.36 


-35.91 


59 03 


:.::^3.i<U;Q:.; •.: 


-39.57 


' -35- • 33 


01 .. 2Jz 


15.00 


-46.03 


-34 . 70 




J. 3 . 00 v 


-39.33 


-36.63 


61.96 


15 on 


-39.55 


-37v4b 


63 17 


ID . 00 : 


-39.26 


-38.88 




15 . 00: 


-40.26 


:,--39/53* 


61.95 


:• re An 
13 . uu : : . 


-40.04 


-41.04 


61.79 


' '■' ; -l^ : ' : ''- : hn':.' : ' • 

13 • UU 


-38.71 . 


-41. 35 


61.25 


15 on 


-37.76 


: ^4 ; 2^:p3'; 


61.89 


15 no 

..-:JLw. • UU - 


: : :^3:7 : .-99^:y 




63.12 




• -3;6v5Tv 


-42.20 


61.33 


15. 00 


L 38^2; : 


-36.82 


64 .33 


15 bo 


-39.21 


-36.72 ' 


65.46 


: - : i: : 5- : :.n/v : - -i- 

13.UU . 


-37.50 ; 


-36.38 


64.04 


13. UU 


-36.62 . : 


-35.79 ' 


65.05 


15 on 


>35v2l J . 


-35.60 


64.50 


• 15 OO • 
i v • y v, 


-37.17 


-34.46 


65.58 




-37.17 


-34.21 


66.79 


15 00 ^ 

:'*3 • V V; ; • 


-37.64 


^33^61 


64.68 


1 5 on 


-38.20 


-32.33 


65.09 


15 00 


-38.57 . 


-31.44 


63 87 


13 ; . UU: 


-39.39 


-30.23 


64 31 


13.UU 


-37.30 .. . 


-30.97 




1 R An 

lo . 00 •••• 


-39.41 


-32.57 


65.99 


iiSyPu^ : 


-39, 53 - . 


-31; 99 


67,07 


15.00 


-40 .27 


-33.49 


65.58 


15.00 


-41.46 


-33.83 


66.34 


15-00 


-42 .27 


-34; 90 


65.62 


i? .00 


-41..: 15. ••• 


-34.29 


67.77 


15.00 
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TABLE V 




' 126 ALA 0 


-41 . 69 


-33;:.:-74r 


68.73 


15.00 


127 ARG N . 


-40.26 


-35.26 


67; 93 


15 .00 


; 127 ARG CA 


-39.95 


-35.76 


69.27 


15 .00 


127 ARG CB 


-39.99 


-37 .28 


69.30 


15.00 


127 ARG CG 


-38.95 


-37.98 


68.45 


15 .00 


127 ARG CD ' 


-39.08 


-39.48 


68 . 63 


15.00 


127 ARG HE 


-40 .43 


-39.95 


68.30 


15.00 


127 ARG CZ 


' -41.25 


-40.58 


69.14 


15.00 


127 ARG NH1 


-42.47 


-40.94 


68.73 


15.00 


127 ARG NIC 


-40 .88 


-40.83 


70-.39 


15.00 


127 ARG C 


-38.72 


-35.26 


70; 01 


15.00 


3L27 ARG 0 


-38.50 


-35; 65 






128 VAL N 


-37.91 


-34.42 


69.40 


15.00 


128 VAL CA 






70.07 


15.00 


128 VAL CB 


-35.46 


v-34i.3^ 


69.27 


15.00 


128 VAL CGI 


-34.25 


-33 .52 


69.74 


15.00 


i28\VAL CG2 


-35.18 


-35.79 


69.42 


15.00 


128 VAL C . 


-36.78 


^32.4i; 


70.32 


15.6(0 


128 VAL 0 


-36.54 


-31.96 


71.43 


15.00 


129 GLY N 


-37.12 


-31.68 


:' : 69v28i: 


15.00 


129 GLY CA 


-37.18 


-30.24 


69.39 


15.06 


129 GLY C 


-36.41 


-29; 69 


68.22 


15.00 


129 GLY 0 


-36.10 


: -30.46 


67.30 


15 . 00 


130 PRO N 


-36.09 


-28.39 


68; 19 


15.00 


130 PRO CD 


-36.46 


-27.40 


■.•'•69:S:-. 


15^00 • 


130 PRO CA • 


-35.34 


-27.75 


67.11 


15,00 


130 PRO CB 


-35.01 


-26.38 


67.70 


15.00 


130 PRO CG 


-36.23 


-26.08 


68 .51 


15.00 


130 PRO C >■ . 


-34.06 


-28.52 


66.73 


15.00 


130 PRO O ' 


-33.35 


-29.05 


67.61 


15; 00 


131 VAL N 


-33.78 


-28.58 


: :65jv4;4v ; 


. : ; : 15^66:: :. 


131 VAL CA 


-32.61 


-29.30 


64.92 


15.00 


131 VAL CB 


-33.05 


^30.57 


:%.i : 5- - 


15.00 


131 VAL CGI 


-31.85 


-31.31 : 


63^57 


131 VAL CG2 


-33 . 84 


-31.50 : 


65.07 


15.00 


131 VAL C 


-31.71 


-28.42 


64 .02 


15; 00 


131 VAL 6 


-32.21 


-27 .71 


63.14 


15.00 


132 SER N 


-30.41 


-28.44 ;■ 


64.29 


15.00 


132 SER CA . 


-29.40 


-27.69 


63.53 


15; 00 


132 SER CB 


-28.07 


-27.65 


64.28 


15:00; 


132 SER OG •• 


-28.22 


-27.17 


65.59 


15.00 


132 SER C 


-29 . 19 


-28.31 


62.13 


15.00 



TABLE V 



132 SER O 

133 VAL N 
133 VAL CA 

• ; 133 val cb 

,. \;133 ; : ; VALf;G<31 ; 
133 VAL CG2 

: :^3:^; : VAi::^;; ;; 

133 VAL O 

134 ALA N 
134 ALA CA 
134 ALA CB 
134 ALA C 

134 ALA 0 
;135; ; IIiif J: 

:135 IiasycASj 

135 ILE CB 

' . 135 ILE CG2 
135 ILE CGI 
135 ILE CD1 
; :i35^ILE:cV ; 

135 ILE O 

136 ASP N 
136 ASP CA 
136 ASP CB 
136 ASP OG 
136 ASP OD1 
136 ASP OD2 

136 ASP C 
. 136 ASP O 

137 ALA N 
137 ALA CA 
137 ALA CB 
137 Ala c 

137 ALA 0 

138 SER N 
138 SER CA 
138 SER CB 
138 SER OG 
138 SER C 

138 SER O 

139 LEU N 
139 LEIJ CA 



-28.82 
-29.40 
•-29.23 
-30.60 
-31.53 
-31.24 
>.^28).35 
: i-28. 22 
--27; 74 
-26.88 
: -r-25:.50 
,.>27;.;59 ; 
-28; 15 
-27.61 
-28.28 
: -29 .64 
-30.59 
.;-29;.:37': 
-30.61 
-27.45 . 
-26.36 
-27.98 
;'---27 : .:37; 
-27.45 
-26.86 
-26.91 
^2>v35 > 
-28.21 
-29.41 
-2:7,58 
-28,23 
-28.30 
-27.45 
-27.31 
-26.97 
-26.18 
-25.05 
-25,57 

-26.99 
-26.48 

-28; 23 
-29.11 , 



-29 . 48 

-27.52 

•-28.02 

-28 .18 

-29.06 

-26.84 

-27; 10 

-25.92 

-27 . 66 

-26.90 

-27.56 

-26.86 

?27.87 

-25; 69 

-25.52 

-24; 75 

-25,51 

-23.34 

■ -22.47 
-24.69 

;;-2:4.::2;2': ; 

:;-24;;;56X. 
-23.75 

-24.42 

-23.57 

-24; 02 

-22.45 

-22.46 

-22; 48 

-21,38 

-20.08 

-19.68 

-19.04 

-17.91 

-19; 44 

-18.56 

-19.36 

-20.33 

-17.81; 

-16,88 

-18.24 

-17.:68 



62.02 
61.08 
59.73 
58^99 

: r^59.:8o; :; 

* 58v70 

58; 89 

59*20 
57; 85 

56.95 
56.83 
55.59 

54.96 
53.68 ; 
' 53 >«6 
^ : 54; . 77 ' 
54,39 
54.50 
52.71 
53 . 04 
51.49 
50.45 
49.07 
47.94 

48.19 

':56>50:v.' 
50,22 
50.92 
51v 04 
52;49 

50,69 
49.08 
48.22 
47.56 
46:.67 
47.16 
46;52 
46.97 
45.9? 



15.00 
15.00 
15.00 
15,00 

:i5 . oo 
• is. oo 

15.00 
15.00 

15 i 00: 

15.00 
15.00 
15,00 
15.00 

15.00 

15.00 

15.00 

15; 00: 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.60 

15.00 

15.00 

15.00 

15; 00; 

15.00 

l5v00 

15.00 



no 



TABLE V 



139 LEU CB 
139: LEU CG 
139 LEU GDI 
139- LEU GD2 

••' ; i39^LEu>e : -- ; 

139 LEU 0 

140 THR N 
140 THR CA : " 
140 THR CB: 
10 THR OG± 
140 THR GG2 

140 THR C : 
f 140 THR 0 

141 SER N 
141v ; SER; ; ;Gfc-;A 
141 SER CB 
141 SER OG 
141 SER C 

141 SER Q 

142 PHE N 
142 PHE CA . 
142 PHE CB 

,142 PHE CG 

142 PHE GDI 
142 PHE CD2 
142 PHE CE1 
142 PHE CE2 
142 PHE CZ 
142 PHE C 

142 PHE 0 

143 GLN N 
143 GLN CA 
143 GLN CB 
143 GLN CG 
143 GLN CD 
143 GLN OE1 
143 GLN NE2 
143 GLN C 

143 GLN O 

144 PHE N 
144 PHE CA 
14 4 PHE CB 



r 3 0.17 

-29 v. 68 

^28.41 

-30178 

-2?;76 

-30.20 

-29.82 

-30.41 

-30.31 

-28.94 

-3lAT : 

-31.87 

-32.36 

-32.55 

-33.93 

-34.47 

-33.61 

-34.00 

-34.83 

-33.07 

-32.99: 

-31.94 

-31.90 

-32.77 

-31.02 

-32.75: 

-31.00 

-31.86 

-32.73 

-33.46 

-31.67 

-31; 30 

-30.10 

-29.69 

-28.34 

•27.73 

•27.85} 

• 32^50^' ■ 

32.76 

33.28 

34.43 , 

34.43 



•^18.70 
-19.89 
■ -20J51 
-26*93 
-16.35 

: -16.13 
-15.48 
-14.15 
-13.40 
r-13.66 
-12.14 
-14.27 
-13.41 
-15.34 
-15.58 
-16.84 
-17.94 
-15.70 
-15.07 
-16.47 
-16.70 
T-17.76 
-18.15 
-19.12 
-17.55 
-19.48 
-17.90 
-18.87 
-15.42 
-15.07 
-14; 71 
-13.45 
-12.81 
-11.45 : 
-10; 91 
•^10.04; 
-11.46 
-12.51 
-11.85 
-12.51 
-li:; 62: "' 
-10.90 



45.55 
:44;71 
45.27 
44.65 
;;46 : ;:3i: 
47.44 
45.31 
45.44 
44; 07 
43; 81 
44.06 
45.91 
46.66 
45v5Q 
45 .89 
45^23 
45.44 
47.41 
48.07 
47.97 
49.40 
49.73 
51*17 
51.66 
52.% 
53 .00 
53.39 
53 . 86 
50 .16 

5i.:;o8 

49176 
50.40 
49 .70 
50 .28 
49.77 
50,40 
48.64 
50.43 
51.44 
49.36 
49.26 
47.89 



15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15 . 00 

15.00 

15; 00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

is. 00 

15.00 
15.00 
15; 00 
15.00 
15 .00 
15 .00 
15,. 00 
15 . 00 
15.00 
15.00 
15 . 00 
15.00 



TABLE V 



144 PHE CG 

" 144 P^;:;;Gp2 : 
. : ;.^;;144:; ; I^^;;;CTr. 

144 PHE CE2 

•'/•^i44: : >I^:^••■ ';. 

:: : : \;i4!5y / x 

145 TYR C3 
145 TYR CG 
145 TYR GDI 
145 TYR CE1 
145 TYR CD2 
145 TYR CE2 
145 T^ 

145 TYR C 

145 TYR O 

146 SER N 
146 SER GA 
146 SER CB 
146 SER OG 
146 SER C 

146 SER O 

147 LYS N 

147 LYS CB 
147 LYS CG 
147 LYS CD 

147 "v'l^^G^y^" 
147 LYS NZ 
147 LYS C 

147 LYS O .- 

148 GLY CA 
148 GLY C 

148 &^^Or^ 

14 9 ^ 

149 '' t ^^^ : >-';. : '. 



t-33 . 21 -10 . 01 47 v66 15 . 00 

•?2.96 -8.92 48,48 15.00 

^2-31 -10.29 • 46.63 15.00 

-31.83 -8.12 48; 30 15.00 

-31.17 -9. 48 46.44 15 .00 

-30.94 -8.40 47.27 15.00 

-35.79 -12.23 49; 61 15.00 

-36*83.' -11.62 49.35 15.00 

-35.78 -13.41 50,24 15. 00 



-37.03 


^•14 .08 


50.64 


1 ^ ri n 


-36.76 


-15.42 


51.35 


15 no 




-16.00 


52.08 


15.00 


-38.82 


—16.92 


:;\51 ; .46 : / 


15.00 


-39:93 


-17.45 


52.13 


15:00 


-38.26 


-15.62 


53.38 


15.00 


-39.37 


?16.13 


54:05 


15.00 


-40.20 


-17.04 


53.43 


15.00 


-4i:.29 


-17.54 


54.12 


15.00 


-37.90 


-13,18 


51.52 ' ' 


15.00 


-37.38 


-12.43 


52 v 36 ■ 


15 .00 


-39.21 


-13.31 


51.38 


15 .00 


-40.13 


-12.49 


52.15 


15.00 


-40,37 


-11.15 


51.45 


15.00 


-40.91 


-11.35 


50.15 


15 . 00 


-41.46 


-13 .15 


52.51 


15. 00 


-41.95 ; 


-12 .96 


53.62 


15.00 



-42.01 -13.92 51.58 15.00 

-43.30 -14.59 51.76 15.00 

-44.42: -13.76 51.10 15.00 

-44 .60 -12.34 51. 62 15. 00 

^45.05 -12.34 53.08 15.00 

-45.37 -10 .92 53. 58 15. 00 

^6.00 -10.90 54.93 15.00 

-43.37 -16.03 51.20 15.00 

^42-63 -16.39 50.27 15.00 

? 44 ;29 < -16 .81 51 .75 15. 00 

.44,52 -18.16 51.28 15.00 

■43.46 -19.22 51.49 15.00 

42Y47 -18.99 52.18 15.00 

•43.70 -20.41 50.95 15.00 

42 - 7 « -21.53 51.07 15.00 

43.53 -22.90 50.95 15.00 



149 VAL CGI 
149 VAL CG2 
149 VAL C 

149 VAL p 

\ 150 TYR CA 
: 15 0 TYR CB ^ 
' 15> TY* CG 

150 TYR GDI 
150 TYR CE1 
150 TYR GD2 
150 TYR CE2 
150 TYR GZ ■ ' 

150 TYR OH .., 

?;;i5p:TYR ; c ■;■ 
:; : ';Jl^Q;;TYR- O 

151 TYR N 

: 15%;;TYii;.CA ' 

:151 TYR CB 
151 TYR CG 

j;:;#5iiT^:oqiir' :; - : 

151 TYR CE1 ■ 
151 TYR CD2 ] 
151 TYR CE2 

: ri$i;TYR : ;cz : r; '. 

151 TYR OH V. 
151 TYR C 

151 TYR O 

.;152;-ASI*;N . 

"a52 >: ASP: : GA:. 
. 152 ASP CB "•' 
" 15 2 AS P CG 

152 ASP OD1 
■ 152 ASP OD2 

; 1521 ASP ;:'c' :; 

152 ASP O 

153 GLU N 
153 GLU CA 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU OE1 



-42.55 -24.07 
-44.47 -23.08 
-41.69 -21.41 
-41.94 -21.55 
-40.49 -21.08 
-39.31 -20.92 
-38.12 -20.36 

■ -36.14 , -20:29 ' 

■ -36,67 -19.30 
-35.54 -19.29 
-35. 84 -21.25 
-34V71 -21.24 
^34:. 57 : -20 .26 

\-3;3,48 -20.27 ' 

-38.89 ' -22.18 ' 

-38.88 -23.28 

-38.47 -21.98 

-37.98 -23.03 

-39.09 -23.99 

-38,62 -25.09 

-37.92 -26.20 

-37.51 -27.23 

-38.89 -25.04 

-38.49 -26.07 

-37.80 -27.16 

-37.46 -28.21 

-37.35 -22.39 

-37.80 -21.33 

-36^30 -23 .02 

-35.59 -22.54 

t34.66 -21.38 

-34.13 -20.68 

-33.52 -19 . 60 

-34.32 -21.20 

-34.83 -23.70 

-33.94 -24.27 

-35.15 -24.04 

-34.50 -25.15 

-35.16 -25.45 

-34.95 -24.38 

-35.39 -24.81 

-35.72 -26.00 



50 


.90 


15.00 


52 ; 


• 14 


15.00 


50; 


.01 


15.00 


48. 


.82 


15.00 


50. 


• 48 


15.00 


49 . 


■63 


15.00 


50: 


42 


15.00 


49. 


60 


15, 00 


48. 


63 


15.00 


47. 


81 


15.00 


49. 


74 


is .00 


48. 


92 


15 .00 



47.96 15.00 

47 .12 15.00 

48.89 15 . 00 

49.45 15.00 

47 . 65 15.00 

46 . 77 15.00 

46.35 15.00 

45.42 15.00 

45.91 • 15.00 

45.06 15.00 

44.05 15.00 

43.19 15 . 00 
43.70 15.00 
42.87 15.00 

45.55 15.00 
45 ? 07 15.00 
45.05 15.00 
43.86 15.00 

44.20 15.00 
42.97 15.00 
43.12 15.00 
41.84 15.00 
43.25 15.00 
43.89 15.00 
42.01 15.00 
41.34 15.00 
40.00 15.00 
38,96 15,00 

37.56 15.00 
37.37 15.00 



WO 97/16177 PCT/US96/17512 

TABLE V : ' 



15.00 
15.00 



15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



153 GLU OE2 -35.40 -23.94 36.66 
"3 <3LU C .32,98 -25,02 41.17 w . uw 

^ 153 GIW G -32,30 -26.01 40.92 15.00 

154 SER N -32.46 -23,80 41.32 15 00 
154 SER CA -31.02 -23.56 41.18 15*00 
154 SER CB -30.77 -22,15 40.66 15 00 
I^S? 3 " 31 - 56 ~ 21 ^1 39.50 15 ioO 

IS C • 30 ^ 23 - 2 3.82 42.46 15.00 

154 SER O -28.99 -23.76 42 45 

155 CYS N -30.94 -24.13 43.53 
155 CYS CA -30.35 -24.39 44.84 
155 CYS C -29.60 -25.71 44.92 
155 CYS O -30.20 -26.78 44 85 
155 CYS CB -31.43 -24.32 45.91 

155 CYS SG -30.84 -23.76 47.53 

156 ASN N -28.29 -25.64 45.11 
156 ASN CA -27.46 -26.84 45.20 
156 ASN CB -26.08 -26.58 44 61 
156 ASN CG -25 .26 -27.85 44.48 
156 ASN OD1 -25.77 ^28. 97 44.56 
156 ASN ND2 -23 ? 96 -27.69 44.26 is'oo 

156 ASN C -27.33 -27,51 46.58 15.00 

ti ° - 26 ' 74 " 26 - 95 47.51 15.00 

157 SER N -27.78 -28.76 46.65 15.00 

IS Iff* ~ 27 ' 13 " 29 - 53 AT '** 15.00 

157 SER CB -28.66 -30.74 47.80 15.00 

157SEROG, -28.22 -31,64 46.80 15.00 

157 SER C -26.33-29.97 48,29 

157 SER O -26.16 -30.58 49 35 

158 ASP N -25.34 -29.71 47,43 
158 ASP CA -23.95 -30.07 47 71 
158 ASP CB -23.35 -30.92 46 59 
158 ASP CG -24.02 -32.27 46 47 
158 ASP OD1 -24.01 -33.04 47 47 
158 ASP OD2 -24.58 -32.55 45 38 
158 ASP C -23.09 -28.84 47 97 

158 ASP O -21.86 -28.90 47 96 

159 ASN N -23.76 -27.70 48.14 
159; ASN CA -23.08 -26.45 48.42 15 .'oo 
159 ASN CB -23.32 -25.45 47.30 15.00 
159 ASN CG -22,57 .24.14 47.51 15.00 
159 ASN OD1 .21.74 -24.00 48.41 15.00 



15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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TABLE V ; 

159 ASN ND2 f. -22 .86 -23 .16 46.67 15:00 

159 ASN C -23.69 -25.99 49.73 15.00 

159 ASN O -24.50 -25.06 49.75 15.00 

160 LEO N -23.39 -26.71 50.81 15.00 
160 LEO CA -23.89 -26.38 52.15 15.00 
160 LEO CB -23.90 -27.62 53.06 15.00 
160 LEO CG -24.57 -28.92 52.58 15.00 
160 LEO CD1 -24.38 -30.01 53.60 15.00 
160 LEO CD2 -26.04 -28, 72 52.33 15.00 
160 LEO C -23.01 -25.25 52.70 15.00 

160 LEO O -21.92 -25.48 53.22 15.00 

161 ASN N -23.52 -24.02 52.60 15.00 
161 ASN CA -22.76 -22.83 53.00 15.00 

• 161 ASN GB; ' ; -22 .57 -21.92 ' ' 51.79 .• 15.00 ' 4- 

161 ASN CG -23.88 -21.63 51.05 ; ;15.00 

161 ASN OD1 -24.76 -20.95 51.55 15.00 

161 ASN ND2 -24.00 -22.18 49.86 15.00 
" 161 ASN C -23.26 -22.01 54,20: 15.00 

: : ..yl61. ASN: ' . ^-22^55;. ■ ; ^21:.:12: • 54 .69 15,00 

162 HIS N -24.46 -22,32 54:^68 15.00 
162 HIS CA -25:. 05 -21.57 55.79 15.00 
162 HIS CB -25.96 -20.49 55.23 15.00 
162 HIS CG -26.59 -19.59 56.25 15.00 
162 HIS CD2 -27.87 -19.21 56.42 15.00 
162 HIS NDl -25.86 -18.91 57.21 15.00 
162 HIS CE1 -26.66 -18.14 57,91 15.00 
162 HIS NE2 -27.89 -18.30 57.45 15.00 
162 HIS C -25.78 -22. 50 56.78 15.00 

162 HIS o -26 J69 -23.22 56.39 15.00 

. 163 ALA N : . -25:32 -22.55 . 58.02 : . 15. 00 ' - 

■ '163; ALA CA -25.96 -23.37 59.05 15V00 

163 ALA CB -24.98 -23.74 60.15 15.00 

' 163 ALA C ' • /• -27VI3 ^^22 : .S7,' . 59.62 S^ISVOiQfi 

163 ALA O -26.96 -21,42 60.03 15.00 ' • 

164 VAL N -28,29 -23^20 59 111 15.00 
164 VAL CA -29.50 -22.54 60.16 15.00 
164 VAL CB -30.35 -22.26 58.88 15.00 
164 VAL CGI -31.36 -23.35 58,63 15.00 
164 VAL CG2 -30.92 -20.89 58.89 15.00 
164 VAL C -30.20 -23.45 61.21 15.00 

164 VAL O -29.65 -24.48 61.57 15.00 

165 LEU N -31.35 -23.06 61.74 15.00 
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15.00 
15.00 
15.00 
'■ 15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 • 
15.00 

15.00 

15.00 'V.'.":V; : ' :; 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

:.15v|0;P^V:y 
15.00 
15.00 

15,00 'v>';'. ; €V;:?; : 

15.00 
15.00 

15.00 ^ - 

15.00 : 

15.60 ... 

15 .00; ' ■ / 
15.00 : 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 



165 LEU CA 


-32:05 


^ ^2 3 : :.: 90 


fin 77 


165 LED CB 


-32; 05 


^23 .25 




165 LEU CG 


-32,78 


^-23.96 


65 26 




T32.01 


'.•^25:.i8> 


65 72 


16 5 iEU CD2 


-32; $7 


-22.99 


66 42 


165 LED G 


-33.48 


-24.25 


62 31 


165 LED 0 


-34.26 


v-:-23v3-6.' 


61 97 


166 ALA N 


-33.83 


'..■~2 si 54 


o*> JO 


166 ALA GA 


-35.17 


-26; 00 


62 00 


166 ALA CB 


-35.08 


-27.37 




166 ALA C 




-26; 07 


63 23 


166 ALA 0 


-36.0$ 


-27; 05 


63.97 


167 VAL N 


-36.92 


--25 .04 


63 39 


167 VAL GA 


-;37v82 


-24.95 


64 54 


167 VAL CB 


-37>?0 


-23.48 


65 05 


167 VAL CGI 


-36.52 


-2:2; 98 




167 VAL CG? 


••38^52 


-22 ; 57 


fid rtn 


167 VAL C 


•39 21 




64.35 


167 VAL 0 


. -40.12 


:'V25;32 


« 1 0 

OJ • XO 


168 GLY N 


' -39 r i^3 ' 


^26.27 


63 27 


168 GLY CA 


-40 .73 


'.•'.w26?; 86 


fv3 OA 


168 GLY C 


-40. 94 


-27.30 


61 61 

V ak .. OX 


168 GLY Q 


1-40 v 00 


•:;.- : 27-;.-42-: 


60 82 


169 TYR N 


•^42^i-'. 


-27 v55 


61 29 

VX «aj 


169 TYR CA 


^42.63 


-28.00 


CO: Qo 


169 TYR CB 


-42.14 


S29.44 


5Q fi7 

■ . O / - 


169 TYR CG 


-42.65 


-30.54 


60 5Q 


169 TYR CD1 


' -43.92 


-31 12 


fiO AT 


169 TYR CE1 


-44 : ;37,.-' 


•32i. 15 


61 25 

OX .ZD 


169 TYR GD2 


-41. 86 


-31.02 




169 TYR GE2 


-42.31 


^12; 06 


62 47 

- w« • •*■/.■ 


169 TYR CZ 


-43.57 


-32.61 


62 27 


169 TYR OH 


-44 ; 00 


-33.61 


63 11 

•W J • XX 


169 TYR C 


-44.14 


-27.91 


59 01 


169 TYR 0 


-44.83 


-27 98 




170 GLY N 


-44.65 


-27.78 


58.70 


170 GLY CA 


-46v08 


^27; 68 


58.51 


170 GLY C 


-46.38 


-27J73 


57.04 


170 GLY 0 


-45; 57 


-28.17 


56.24 


171 ILE N 


-47.52 


-27.17 


56.68 


171 ILE CA 


-47.97 


-27.14 


55.30 


171 ILE CB 


-48:87 


-28.38 


55.01 
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171 ILE CG2 
171 ILE CGI 
171 ILE CD1 
171 ILE : C 

171 ILE 0 
• : -i72;'GM' : :N:';' : .. 

172 GLN CA 
172 GLN CB 
172 GLN CG 
:172';:C^: :: :ei5y : , 
172 GLN OE1 
172 GLN NE2 
172 GLN C 

172 GLN O 

173 LXS N , 

.^3* : :lwca : . 

173 LYS 03 
173 LYS CG 
173 LYS CD 
173 LYS CE 
173 LYS -NZ 
173 LYS C 

173 LYS 0 

174 GLY N 
174 GLY CA 
174 GLYC 

174 GLY O 

175 ASN N 
175 ASN CA 
175 ASN: CB 
175 ASN CG 
175 ASN GDI 

175 ASN ND2 
;175^ASN:iG^i:i 
17 5 ASN O . 

176 LYS N 
176 LYS CA 
176 LYS CB 
176 LYS CG 
176 LYS CD 
176 LYS CE 
176 LYS NZ 



-49.85 
-49.58 
-50.27 
■ -48.71 
-49.51 
-48.35 
-48.99 
-48.01 
-48.67 
:';-47,71 : : 
:-47V35- : 
-47 '27 
-49^60 
?48.88 
-50.93 
-51:68 
-51:66 
-52:38 
-53; 92 
^54;45 
-54.10 
-51,15 
-50.54 
-51.31 
-50.84 
-49.36 
-48.95 
-48.57 
-47.12 
-46 .69 
-46,88 
-45,91 
-48.13 
-46.40 
-46.33 
-45.91 
rl45^18 
-44.88 
-46 . 14 
-45.83 
-47.08 
-47.62 



TABLEV 

-28.63 
-28.25 
-29.51 
-25.83 
-25.40 
-25.13 
-23 . 87 
•-22,70 > ': 
-21. 3 6 
-20.23 
: :^19.97 

: -19455 

-24.00 

-24 . 13 

-23.99 

-24.15 . 

-22.89 

-23 . 03 

-23.15 . 

-24.44 

-25.73 

-25.34 

-25.19 

-26.53 

-27.73 

-27.74 

-28 .42 

-26.97 
^26y90 ■ 
-25.54 
-25.43 
-25.39 ■ 
-25.38 - 
-27.18 ! 
-26,31 ! 
-28,41 :! 
-28; 82 /',*! 
-30.32 « 
-31,18 J 
-32 .64 ! 
-33.51 I 
-33.57 i 



56.15 
53 .67 
53.26 
55 . 06 
55.88 
53 .99 
53.65 
53.72 
53 .62 
53; 89 
55.05 
52.84 
52.25 
51.26 
: 52.20 
50,97 
50.10 
48.72 
48.79 
v49v. : 47;: 
48; 79 
50.20 
49.14 
50.77; 
50, 10 
49.76 
48.82 
50:50 
50:30 V 
49 .74 
48,24 
47.48 
47.79 
51 .61 
52.49 
51.76 
52.97 
52.95 
52.92 
52.63 
52.74 
54.13 



15.00 
15 . 00 
15.00 
15,00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

isCbo 

15.00 
15 .00 
ISvOO 
15. 00 : 
I5.60 
15.00 

15 .00 

15 .00 
15 . 00 
15 . 00 
15,00 
15. 00 
15. 00 
15,00 

:i5j.qo 

15:00 

; 15 . 06 

15:00 
15:00 
15, 00 
15.00 
15^06 
15.00 
15.00 
15.00 
15.00 
15. 00 
15,00 
15.00 
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176 LYS G 

111 His M 
ill ;HIS: ; : i;CIA; 

177 HIS GB 
177 HIS Cf5 

"\i77:^s^ic^ 

177 HIS ND1 
177 HIS GE1 

177 HI S NE2 

= .'; ; i77-;HIS; : ;C^::' 
•Wl^ 

17 8 TR£ U : 

17 8 TIO> CB 

178 TOP CG 

. ■ : 178 Tkp^CSii:-- ■ 
178 TRP CE2 
178 TRP GE3 
178 TOP j ',CD1 : : ; : 
178 TOP NEi 
178 TRP GZ2 
178 TOP CZ3 
178 TOP CH2 
178 TOP C 

178 TOP O 

179 ILE N 
179 ILE: CA 
179 ILE CB 
179 ILE GG2 
179 Ii^ ^1 

• 179 ILE 

179 ILE G 

.:' :179;/;iI^:;:;; : 0: : ;/-^> : : . 

• 'l:8^?^vi^^^■ ;: •o' 

180 ILE CA 
180 ILE GB 
180 ILE CG2 
180 ILE CGI 
180 ILE GDI 
180 ILE C 
180 ILE O 





TABLE V 




t4J .if U 


-28 . 00 


53.08 


15.00 




-27.58 


52.07 


15.00 


:y;~4:3>; : 42 


-27.80 


54.30 


15.00 


- : >42y23 ; 


-26.99 




15.00 


-42 ;58 


-25.51 


^ 54 . 38 


15.00 


: — « J .DJ 




55;. 43 


15.00 


-43.36 


-24.83 


56.76 


1 5 on 


-44.87 


-24.83 


i 55.18 


15.00 


: -4 5.4 8 


-24.50 


■■' : -56u:31 : - 


15.00 


. --44.59 


■V::-24:.,50V;. 


57.28 


15.00 


r;: ::::-41._; ; :62:. 

•■' •••^ : i ; o :: ^b v i'v 
.— .^1 


-27.24 
-27.92 


55.88 


1:5.00 


-4 n AO 


-26.58 


; ' -56;.;7i: : 

56.12 


•15.00 
15,00 


,_; — • >/» ■ 


-26.60 


57.38 


15.00 


jo .28 


-27.02 


57.18 


15,00 


"Jo • Uo 


-28.36 


56.62 


:15^ 00 


-op. 10 


-29.59 


57.34 


15.00 




-30.62 


56.41 


15.00 




-29.94 


58.68 


15.00 


r37.82 


-28.67 


55.32 


15.00 




-30.02 


55.18 


15 .00 




-31.98 


56.77 


15.00 




-31.28 


5*. 05 


is. bo 


-r J 7 v 9 9 ; 




58. 09 


15.00 


r^ 4 ^ > 70 


; -r25;fl5 ; '. 


; 57 . 89 . 


15. 00 


. • "J.^:.;.04;. ;■ 


-24.21 ■■ 


57.10 


15.00 


■~3.y ■ 


-24.95 


59.18 


15.00 




-23.60 


59.72 


15,00 




-23 .46 ; 


60.92 


15.00 




-22.01 


61.38 


15.00 


-42 .33 


-23.91 


60.50 


15,00 


-^43 .31 


,-23:.;?4;. : 


61 -64 


15.00 




-23.37 


60.10 


15,00 




-24.03 


61.00 


15.00 


Oil 


-22.48 


59:36 


15.00 


-36.43 


-22.18 ■ '■ 


59 55 


15.00 


-35.67 


-22.22 


58.19 


15.00 


-34.25 


-21.74 -'] 


58.35 


15.00 


-35 ,-73 


-23.63 


57.58 


15.00 


-35.19 


-24.73 


58,48 


15.00 


-36.14 


-20.84 


60.22 


15 . 00 


-36.63 


-19.80 


S<1 79 


is (in 
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: 'v TABLE V 



181 LYS N 


-35.33 


-20.88 


61.27 


15 . 00 


'■ 181 LYS CA 




-19 : 68 


62.01 


15.00 


181 LYS CB 


-34.89 


-19.94 


63.51 


15 . 00 


; 181 LYS CG 


-34.35 


-18.76 


64.31 


15.00 


181 LYS CD 


-34.18 


-19.11 


65.77 


15 .00 


181 LYS CE 


-33. 68 


-17.92 


66.56 


15.00 


181 LYS NZ 


-33.51 


-18.24 


68. 01 


15.00 


181 LYS C 


-33.55 


-19.25 


61.51 


15.00 




-32.61 


-20.03 




15.00 


• 18 2 ASN N 


-33 .43 


-18.00 


61.07 


15,00 
15.00 


182 ASN CA 


-32.16 


-17.49 


60.56 


182 ASN CB 


-32.35 


-16.82 


59.19 


15.00 


182 ASN CG 


-31.05 


-16.69 


58 .41 


15.00 


182 ASN DDI 


-30.02 


-17.26 


58. 78 


15.00 


182 ASN ND2 


-31.09 


-15.95 


57.31 ■ 


15.00 


182 ASN C 


-31.49 


-16.53 


61.56 


15.00 


182 ASN O 


: : ; "32; 12 


-16.09 


62.52 ■ 


15 . 00 


183 SER N 


-30.20 


-16.28 


61.35 


15.00 


. :i8'3\iSERy.CA ' ; 


-29.44 


-15.37 


62.20 


15.00 


183 SER CB 


-28.30 


-16. 09 


■;w62-.:93 : '. 


15.00 


183 SER OG 


-27.53 


-16.88 


62.05 


15.00 


183 SER C 


-28.93 


-14.14 


61.42 


15.00 


183 SER O 


-27.77 


-13.73 


61.54 


15.00 


184 TRP N 


-29.8i ; 


-13.60 


66.57 


15.00 


184 TRP CA 


-29.50 


-12.41 


59.78 


15.00 


184 TRP CB 


-29.71 


-12.65 


58.29 


15-00 


184 TRP CG 


-28.64 


-13.47 


57.67 


15.00 


184 TRP CD2 


-28.66 


-14.06 


56.37 


15.00 


184 TRP CE2 


-27.47 


-14.81 


56.23 


15.00 


184 TRP CE3 


-29.58 


-14.04 


• ;55 ; .:3l : 


15.00 


184 TRP CD1 


;-2:-7;:4&;' > 


-13.86 


58.25 


15.00 


184 TRP NE1 


-26.76 


-14.67 


.■ : 57V39"; ; 


15.00 


184 TRP CZ2 


. -27.18 


-15.53 


55.06 


15.00 


184 TRP CZ3 


-29.29 


-14.76 


54.16 


15.00 


184 TRP CH2 


-28.09 


-15.49 


54.04 


15.00 


184 TRP C 


■ -30.34VV 


-11.22 


60.27 


15.00 


184 TRP 0 


-30.59 


-10.27 


59.53 .. 


15.00 


185 GLY N 


.'.-3 : p^8-:-:' 


-11.31 


61.52 


15.00 


185 GLY CA 


-31.57 


fl0j.25V--:: 


62.10 


15.00 


185 GLY C 


-33.05 


-10.45 


61.90 


15.00 


185 GLY 0 


-33.50 


-li':i ;: l8::;. ; 


61.01 


15.00 


186 GLU N 


-33.81 


^9 :: :76f '' ; 


62.75: 


15.00 
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186 GLU CA 
, 186 GWi>CE; 
186 GLU CG 
'186 GLU' CD' 
186 GLU OE1 
186 GLU OE2 
186 GLU C 

186 GLU b 

187 ASN N 
187 ASN CA 

• 187 ASN-CB.- 
187 ASN CG 

•.. 187 ASN OD1 
187 ASN ND2 
187 ASN C 

187 ASN Q 

: 188 TRPN: 

• 188;\TRP/'CA':^ 

188 TRP GB 
188 TRP CG 
188 TRP CD2 
188 TRP CE2 
188 TRP CE3 

• " • 188 TRP CD1 
188 TRP NE1 
168 TRP C22 
'• 188 TRP CZ3 
188 TRP CH2 
188 TRP C 

188 TRP p: 

189 GLY N 

189 GLY CA 

- 1 89 gly c ■; ■ v 

.'• 189 GLY Of 

190 A^ N 

' 190 ASN ' 

190 ASN CB 
190 ASN CG 
190 ASN OD1 
190 ASN ND2 
190 ASN C 
190 ASN O 
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• TABLE V 

-3 5.27 -9.78 62.74 15 . 00 
: r35.8i -9.15 64 ; 05 15.00 
•-3:7 : i; 34;, -9.12 64. 18 15.00 

. • - ^Mi; -9. 82 , 65>44 . 15 . 00 
-37.53 -9.33 66.55 15.00 
-38.54 -10.87 65.33 15.00 
-35.85 : -9,11 611- 50 15. 00 
-36.99 -9.36 61.12 15,00 

-35.05 -8.27 60.84 15.00 

-35.52 -7.59 59.64 15.00 

-35 . 00 : : -6;.16 : ; 59.56 15. 00 
' ' -36v02 , -5il7 60-07 : - 15.00 

-35. 91 >4> 68 : 61.20 15.00 

.37 .05 -4.90 59.25 15. 00 

-35.23 -8.31 58.33 15.00 

-35.26 -7.72 57.27 15.00 

-34.94 -9.60 58.43 15.00 

-34^8 -10.39 57-25 15.00 

-33.32 -11.10 57.33 15.00 

-33.12 -12.00 ■■ 56.19 ■ 15.00 ' 

-13 -38 . 56.12 : 15.00 

-33.22 -13.81 54.80 15.00 

-34 .04 -14.29 57.03 15.00 

-32.64 -11.66 54.96 15.00 

-32.71 -12.74 54.12 15.00 

-33.48 -15; 13 54.37 15.00 

-34.30 -15.60 56.60 15.00 

-34.02 -16.00 55; 28L 15.00 

7-35,82 -11,39 57.10 15.00 

-36.41 -11.81 58,09 15,00 

-36.11 -11.76 55,85 15.00 

-37:16 -12.72 55.57 15.00 

-38 .43 -12.37 56.32 15 . 00 

-38.82 -11.20 56.40 15.00 

-39.08 -13.38 56.89 15.00 

-40. 30 -13.15: 57.64 15 .00 

-41.37 -14. 19 57.30 15. 00 

-42:78 -13.73 57.68 15.00 

-43 .76 -14.38 57;34 15. 00 

-42.88 -12.59 58.37 15.00 

-40.02 -13.14 59.13 15.00 

-40.22 -14.15 59.80 15.00 



TABLE V 



191 LYS N 
191 LYS CA 
; 191 LYS CB 
191 LYS CG 
191 LYS CD 
191 LYS CE 
191 LYS NZ 
191 LYS C 

191 LYS O 

192 GLY N 
192 GLY CA 
192 GLY C 

192 GLY O 

193 TYR N 
193 TYR CA 
193 TYR CB 
193 TYR CG 
193 TYR CD1 
193 TYR CEl 
193 TYR CD2 
193 TYR CE2 
193 TYR CZ 
193 TYR OH 
193 TYR C 

193 TYR O 

194 ILE N 
194 ILE CA 
194 ILE CB 
194 ILE CG2 
194 ILE CGI 
194 ILE CD1 
194 ILE C 

194 ILE 0 

195 LEU N 
195 LEU CA 
195 LEU CB 
195 LEU CG 
195 LEU CD1 
195 LEU CD2 
195 LEU C 

195 LEU O 

196 MET N 



-39.56 -11.99 
-39.23 -11.78 
-40.40 -12.11 
-41.62 -11.23 
-42.63 -11.52 
-43.99 -10.85 
-44.94 -11.70 
-37.98 -12.58 
-37.79 -12 .95 
-37.13 -12,82 
-35,90—13.56 
-36.13 -15.04 
-35.29 -15.88 
-37.28 -15.34 
-37.66 -16.70 
-38.91 -17.11 
-38.66 -17.45 
-38.59 -16.46 
-38.33 -16.78 
-38.48 -18.78 
-38.22 -19.11 
-38.15 -18.11 
-37.89 -18.43 
-37.86 -16.93 
-37.92 -15.99 
-37.97 -18.20 
-38.20 -18 . 60 
-36.88 -18.58 
-35.81 -19.44 
-37.16 -19.03 
-36.05 -18.68 
-38.85 -20.00 
-38.54 -20.83 
-39.84 -20.20 
-40.50 -21.49 
-42iQ0 -21i3fe 
-42.81 -20.66 
-44.27-20.65 
-42.60 -21.36 
-39; 83 ^22! 09 
-39.85 -21.47 
-39.17 -23.23 



59v63 15.00 
:61v05 15.00 
61.99 15.00 
' 6i:fi4 15.00 
62.95 15.00 
62.71 15.00 
\ *i-S2 15.00 
; .*$1. : 45 15.00 
62.61 15 . 00 
60.45 15.00 
60.66 15- 00 
60.40 15.00 

;.,;6.0 : ;72V- vf^OOV^ 
59.80 15.00 
59.49 15.00 

60.25 ci#:,vb:6t-: 

^■6ivfi6^;<-i5.:..o:o : :':: 

62.66 15.00 
63.98 15,00 

62.07 15.00 
63.38 15.00 
64.34 15.00 

65.64 15.00 

58.01 15.00 
57.22 15 .00 

57.65 15.00 
56.28 15.00 
55 . 44 IS. 00 

56.08 15.00 
54.00 15.00 

53.02 15.00 
56,28 15^00 
57.14 15.00 
55.42 15.00 
55.30 15.00 

55.08 15.00 
56.16 15 . 00 
55.77 15.00 
57 . 49 15, 00 

54.09 15.00 
53.04 15.00 
54.23 15.00 
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TABLE V 



is .00 



196 MET CA -38.49 -23.84 53; 10 
196 MET CB -37.01 -24.08 53,39 is.OO 

15.00 
15.00 
15 . 00 
15.00 



:■; 196 MET CG • ' -36.15 ■ . -22.83 53 .37 
196 MET SD -34 .45 -23.19 53 . 93 
196 MET CE -33.63 -23.67 52.36 
196 MET C -39 .17 -25 .14 52 . 72 
;96 MET O -39.59 -25.89 53.59 15.00 

15.00 



197 ALA N -39.22 -25.41 51.41 

197 ALA CA - .39,86 -26.62 50.87 IS.'oO 

15.00 



197 ALA CB -39.64-26.70 49.36 
197 ALA C -39.42 -27.93 51.53 15."oo 

15.00 
15.00 



197 ALA O -38.23 -28.21 51.67 

198 ARG N -40.41 -28.73 51.91 
198 ARG CA -40.18 -30.01 52.57 Is.'oo 

15, 00 
15; 00 
15.00 
15.00 



198 ARG CB -40.77 -30.03 53.98 

198 ARG CD -41.18 -31.28 56.12 
198 ARG NE -42.52 -30.73 56.31 
198 ARG CZ -43.63 -31.47 56.40 15.00 

15.00 



198 ARG NH1 -43. 55 -32.80 56.31 
3,98 ARG : lffl2- / ' -44 , 8J0 ^icpft^' ' ' ^6^2 ; : ; 15100 

15.00 
15.00 
15.00 



198 ARG C : -40.^4'V { -5i^i^k.^51 i : 71 

198 ARG O -41.84 -31.00 51.16 

199 ASN N -39.98 -32.21 51.61 
199 ASM CA -40.35 -33.37 50.81 15.00 

15.00 
15; 00 
15.00 



199 AS^ -41.72 -33. 92 51.23 

199 ASN CG -41.71 -34.55 52.61 

199 ASN; ODi -40. 67 -34.60 53 .26 

199 *SN ND2 -42.87 -35.01 53.07 15 00 

19? ASN C -40.31 -33.04 49.32 15.00 

199 ASN O -41.18 -33.43 48.57 15.00 

200 LYS N • ^3.9;36-;: : : : ^32,27-;: .#3?- i I IS, 0* 

15.00 



200 LYS CA -39. 13 ^31 *88 47 ,54 
200 LYS CB -39.46 -30.41 47.32 15.00 

15.00 
15.00 



200 Ly S CG -39 .74 -30.07 45 . 87 

200 LYS CD -41.24 -30.05 45.59 

200 LYS CE -41.92 -28.93 46.40 15." 00 

200 LYS NZ -43.41 -28.84 46.21 

200 LYS C -37.68 -32.17 47.16 

200 LYS O -36.89 -31.26 46.91 

201 ASN N -37.34 -33.46 47.14 
201 ^ CA -36.00 ■ -33:95 46.83 15 J 00 



15.00 
15.00 
15.00 
15.00 



TABLE V 



201 ASN CB 
201 ASN CG 
201 ASN OD1 
201 ASN ND2 

201 ASN : C I 
.2,0-1 ASN !0 /. 

202 ASN: N : 
202 ASN GA 
202 ASN CB 
202 ASN: CG 
202 ASN; Obi 
202 ASN ND2 
202 ASN C 

202 ASN 0 

203 ALA N 
:203\ALA/H&C.: ; : 
203 ALA:CA r J 
203 ALA GB ! 
203 '-AjLA'liC 

203 ALA O 

204 CYS N 
204 CYS CA 
204 CYS C 
204 CYS O 
204 CYS CB 

204 CYS SG 

205 GLY N; x 
205 GLY CA 
205 GLY C 

205 GLY 0 

206 ILE N 
206 ILE CA 
206 1LE CB 
206 ILE CG2 
206 ILE CGI 
206 ILE CD1 
206 ILE C 

206 ILE 0 

207 ALA N 
207 ALA CA 
207 ALA CB 
207 ALA C 



-35.78 
-36.19 

-35.40 
-34.84 
-33,84 
-34.98 
-33.97 
-32:.74 
-31.91 
-32^36- 
-30. 67 
>33,56 
-32.39 
-34,51 

-35.31 

-34.34 

-35.57 

-33.15 

-33.il 

-32.16 

-30.95 

-30.08 

-29.25 

-31.27 

-32.21 

-30.24 

-29.45 

-29.93 

-29.14 

-31.23 

-31.84 

-33.39 

-34:12 

-34; 00 

•33.66 

•31.57 

•31.39 

31 r 46 

31.21 

32.32 

29.83 



-34.02 

-32.72 
r31.70; 

;• > i 33 : i24-; : 
-32,88 
-33.11 

, -32?49^ 
-33.42 
-33.12 
-32 .48 
-33.60 
-31.08 

: : :' : -3 : bv ; 82; : .: 
-30.16 
-30.45 
-28.77 

'. r27-.^3S 
-28.14 
-27.98 

-27.74 

■^27:,;;06;: 

-27.85 
-27.26 
-25.68 
-24.52 
-29.17 
-29; : 99i . 
-29.89 
-30.07 
; -29:.::68 : :'-i : 
-29.52 
-29.24 
-30.44 
-28.84 
-27.44 
-30^69 
-30.47 
-31v91 
-33 .09 
-34.12 
^33.73 



45.31 

44.59 

43; 87 

44.76 

47.54; 

46.92: 

48.86 

49.74 

49.89 

51.13 

52.07 

51.13 

49 . : 33 ; ' ; 

49.02 

49.36 

49.85 

48.93 

49.27 

49.67 

50.89 

48.86 

49.31 

50.28 

50.98 

49.90 

48.84 

50.32 

51.22 

52 . 66 

53.60 

52.83 

54.15 

54.01 

53.42 

55.35: 

55.81 

55.il 

56.31 

54.59 

55.42 

55.21 

55.24 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

Ills:; 00 

15.00 

15v 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15^00 

15.00 

15.00 

iSidb 

15.00 
15.00 
15.00 
15.00 
15.00 

is. 00 

15.00 
15.00 
15 . 00 
15.00 
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207 ALA O 

208 ASN N 
208 ASN CA 
208 ASN CB 
208 ASN CG 
208 ASN dpi 
208 ASN ND2 
208 ASN C 

208 ASN O 

209 LEO N 
209 LEU CA 
209 LEO CB 
209 LEO CG 
209 LEO CD1 
209 LEO CD2 
209 L EO C 

209 LEO O 

210 ALA N 
210 ala; H 

210 ALA; CA 
210 ALA CB 
210 ALA C 

210 ALA O 

211 SER N 
211 SER CA 

■- 211 SER CB 
211 SER CG 
211 SER C 

211 SER O 

212 PHE N 

. 212 PHE CA ' 
212 PHE CB 
212 PHE CG 
212 PHE Cpl 
212 PHE CD2 
212 PHE CE1 
212 PHE CE2 
212 PHE CZ 
212 PHE C 

212 PHE O 

213 PRO N 
213 PRO CD 



-29,58 
: -28; 92 
■'•■ ; -2|^58: 
-26.91 
-27.23 
-27.61 
-27.06 
-26.68 
-25.80 
-26.91 
-26.09 
-24.96 
-23.70 
-22.81 
-22.95 
-26.86 
-26;42 
-27.99 
-27.89 
-28.78 
,:^29|p:r, 
-28.24 
-27.87 
-28.17 
-27.71 
-26.19 
-25.65 
-28.32 
-28.93: 
-28.18 
r28.74 
-30.25 
-30.62 
-31.04 , 
-30.53 
-31.36 
-30.85 
-31.27 
'-28:;;01:-:<- 
-27.55 
-27.92 • 
-28.60 



^34.86 
-32.98 
' -33.50 
-32.79 
-33.43 
:. -34 . 59 ■ 
-32.67: 
-33.44 
-34.29 
-32.46 
-32.29 
; V31.30: 
-31.44 
-32.53 
-30.12 
-31.91 
-31.04 
-32L56 
-32.43 
-32.25 
.•: : f31 r 67. 
-33.03 
-34.20 
-32.35 
-32.98 
-33.01 
-31.71 
-32.28 
-3i.20 . 
-32.89 
-32.30 
-32.56 
-34i00 
-34.69 
-34.69 
-3;6^03:: 
-36.04 
-36.71 
-32.78 
-33*94: 

-3i^9i:-'; 

-30.60 



55.66 

;: ^54^65: 
:■• 54 .42 

53.25 
51.92 
51.86 
50.84 

55.65 
• ;:j55;4l 

56.52 
-■:5I7:^#' 

57.44 

58.30 

.;57.7s: 

58.33 

58.99 

59.74 

59.23 

58.64 

60; 42 

60.51 

61.63 

61.51 

62.78 

64.03 

64.15 

64.29 

65.24 

65.11 

66 . 41 

67.61 

67 .71 

67,79 

66.66 

69.00 

66.73 

69.07 

67.94 

68.87 

68.95 

69.88 

69.99 



15.00 

15.00 

15.00 

15 .00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15. 00 

15 . 00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

is.oo 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
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213 PRO CA 


-27.25 


-32 25 


••' 711 X 


15.00 


,:;213 mO^CB ' 


-27.11 


-30.89 


71,80 


15.00 




-28^44 


':■ : f 30^26;- 


71.47: 


15.00 


213 PRO G 


-28. 13 


-33.17 


;:- : ;%i9'6 : 


15.00 




^29.36 


: :^33;/2> . : 


71.79 


15.00 


214 LYS N 
214 LYS CA 


-27; 4 8 
-28.19 


^f3.3^: 


72.82 


15. 00 


2i4\-LXS- ; ; .GB 


'. -27^71 


-> -34^82- 
-36.27 


■ 73.72 
73 .59 


15.00 
15.00 


214 LYS CG 


-27.91 


-36.90 


/■ ■ *?2:,23 ■ 


15.00 


• 214 : ;I#S:\:CD - 


. • >27:; : 2a;' 


-38.29 


72.16 


15 .00 


214 LYS CiE 


-2$y79 


-38.27:, : 


72 . 50 


15.00 


214 L>TS WZ 


. -25.il 


%39.56 


:• 72.18 


15.00 


214 L^ G 


-27 ,84 


-34.26 


75 .07 


15.00 


214 LYS 0 


-2 6.7 6 


. -33 .71 


75.24 


15.00 


215 MET N 


■ : t28 > 79 


- -34.27 ■ 


75.99 


15.00 


215 MET 


•.• -^28,55 


.•^33. : ^78t' 


77.34 . 


15.00 


215 ME T CB 


-29v47: 




77.70 


15.00 


215 <2G \ 


-29.12 


-31.30 


76.96 


15.00 


■•.'21;5;:'' : METyvro':- : 


-29.59 


-29.73 


77.80 


15.00 


215 MET CE 


' -28; 68 


V>2«..^4X : -. 


76.81 


15.00 


: . 215:;: :MCTvG:: 


"■■ 't2:8^S6:.' 


J34.93 


78 .34 


15.00 


^1 C '. mil uiw Awn "" 

215 MET 0T1 


,• -27; 81 


-35.01 


79.26 


15.00 


215 MET 0T2 


-29.54 


-35.80 


78.16 


15 . 00 


216 


-40.32 


—20.86 


90.40 


15.00 


21? HOH: OH2 


-20.71 


-32>43 


79.67 


15.00 


218 :H^::;-;C3^2 ;; - •' 


-31.33 


-16.38 


65.47 


15.00 


44--? HUH Oa2 


■'■ W'oi" 'iff"' • 

-29 .76 


-17.63 


70.42 


15.00 


220 HOH 0H2 


; -7.13 


:;-l:8i. ; 39,\ 


66.48 


15.00 


221 B^Q^ 


-15.45 


-12.55 


73.01 


15.00 


222 H^ 


-34.69 


-23.23 


69.94 


15.00 




; ;^ili ; C3;; : - 


-30; 64 


72.74 


15. 00 


22 4: 


-30.92 


-18.33 


68.20 


15.00 


225 HOH OH2 


-24.49 


-30.79 


61.59 


15.00 


226 HC^ <DH2 


: -15.06 


-10.95 . 


61.61 


15.00 


227 HOH OH2 


^14.14 


-21.84 


66.38 


15.00 


228 HOH 0H2 


-45.46 


-29.94 


49.49 


15.00 


229 HOH OH2 


-45>53 


-34,98 


55.75 


15.00 


230 HOH OH2 


-37.47 


-12.36 


67.54 


15.00 


231 HOH GH2 


-32.59 


-13.97 


60.21 


15.00 


232 HOH dH2 


-23,45 


-33.51 


51.76 


15,00 


233 HOH pH2 


-%.95 


-25.41 


63.34 


15.00 


234 HOH OH2 


-57.i-3 ■ 


-31,91 ' 


39.28 


15.00 
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"•' 235 HOH OH2 

236 HOH OH2 

237 HOH QH2 

238 HOH OH2 

239 HOH OH2 
240: HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH OH2 

244 HOB OK2 

■ 245 HOH OH2 

246 HOH OH2 

247 HOH OH2 

248 HOH OH2 

249 HOH OH2 

250 HOH OH2 

251 HOH 0H2 

252 HOH OH2 

253 HOH OH2 

■ 254 . ■ HOH OH2 

255 HOH OH2 

256 HOH OH2 

257 HOH OH2 

258 HOH OH2 

259 HOH OH2 
; 260 HOH OH2 

261 HOH OH2 

262 HOH OH2 . ■ 

263 HOH OH2 

264 HOH OH2 
' . 265 HOH OH2 

266 HOH OH2 

267 HOH OH2 

268 HOH OH2 

269 HOH OH2 . .' 
'.. ' 270 HOH 0H2 ; 

271 HOH OH2 
'. 272 HOH OH2 

273 HOH OH2 

274 HOH OH2 ' 

■ . . 275 HOH 0H2 ■■ 

276 HOH OH2 ' 
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TABLE V 

-30.05 -20.10 63.45 15.00 
-22.11 -29.91 61.97 15.00 
-26 .54 -11.16 68. 27 15.00 
-28,19 -16.14 71; 94 15.00 
-26,07 -26.03 83.66 li. 00 
; *35 . 84 -27 .16 ■ 51 J 26 15 . 00 

-35.66-24.80 49i57 15.00 - 
.; -46.96 -32.65 15.00 ' 

-25,39 -9.00 77^82 15.00 

-41.61 -14; 85 64.38 15.00 

-18.39 -3.01 63.15 15.00 

-33-49 -28.51 70.47 15.00 

-48 .24 -19.58 79.27 15.00 

~ 17 • 16 -11.08 74.86 15.00 

-7.77 -18.99 72.85 15.00 

'-ii.:5:o.-^24,:63v : -ttitiz^Mm- 

-28 . II -35. 31 58.10 15.00 

-35.24 -11.03 53.39 15.00 

-31.85 -28.95 46.18 15.00 

-35.11 -24.97 46.75 15.00 

-42.46 -38.44 54.37 15.00 

-37 .82 -16.40 67,58 15.00 

-43.11 -16.23 66;45 15 .00 

-36.79 -9. 70 73.69 15.00 

-34.92 -15.40 75,95 15.00 

-32.03 -7.39 60.30 15-00 

-19.94 -8.07 62.81 15.00 

-33.79 -20. 76 69.68 15.00 

-33.86 -45.02 74.42 15.00 

-11.97 -27.02 71.08 15.00 

-8.26 -25.33 61.28 15.00 

-19-53 -42.28 58.81 . is^0>'.' V 

-20.68 -32.75 61.19 15.00 

-24.87 -33.89 60.62 15.00 

-2; 83 -32.79 71.85 15.00 

-14,43 -40.52 59.53 15.00 

-21.46 -37.41 78.35 15.00 

-19.79 -36.03 71.33 15.00 

-28.51 -35.40 88.70 15.00 

-13.04 -12.02 63.26 15.00 

-8.63 -11,89 72 . 80 15 . 00 

•28.58 -30.13 56.41 15.00 
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TABLE V 



277 


HOH 


OH2 


-29. 


86 


-20.69 


■" 48^27 J 


: ;: i5. 


00 


278 


HOH 


OH2 


-26. 


77 


-22,94 ' 


44,37 


15. 


6o 


279 


HOH 


0H2 




;i7); 


:>-36.24 , 


49.68i 


••:!$;. 


do 


280 


HOH 


OH2 




40 


y^31;:;57 ; ... 


49^99 


15. 


00 


281 


HOH 


OH2 


• ;-34:. 


95 


: ^29 : v42i , 


45,52 


15. 


00 


282 


HOH 


OH2 


-37. 


69 


-30.43 


3 ; 50j; : 5l- - : 


-15. 


00 
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TABLE VI 

: > TaBle ^>f the orthogonal three dimensional coordinates in 
^gstroms and ? factors (A2) for the cat heps in K 
complex with inhibitor 2- fN^ (3 -Behzyloxybenzoyl)];- 
2 '-IN* - (N-benzyloxycarbonyl-L- 

. ' • leucinyl ) Jcarbohydrazide . . ■ • ^ ^ 



Residue Atom 


X 








1 ALA CB 


#53.28 


-28.69 


64.46 


15.00 


1 ALA C 


-53.74 


-30.77 


63.13 


15.00 


; i 1;;aLA:-o ' 


-54.17 


: -3-i:;.7-i;. : . 


63.79 


IS. 00 


1 ALA N 


-55 .61 


-29.36 


63.92 


15.00 


1 ALA CA 


-54.20 




63.43 


15.00 


2 PRO N 


-52.92 


-30.93 


62.07 


15.00 


2 PRO CD 


-52.55 


-29.87 


61.11 


15.00 


2 PRO CA 


-52.38 


-32.23 


61.65 


15.00 


2 PRO CB 


-52.22 


-32.03 


60.15 


15.00 
15.00 


2 PRO CG 




-30.61 


60.09 


2 PRO C 


-51.02 


-32.37 


62.31 


^' ; M'oo; 


2 PRO 0 


-50.88 


■-32:. # 


63.50 


. 15S.00:", 


3 ASP N 


-50.02 


-32.75 


61.52 


15.00 


3 ASP CA 


-48.67 


.:.-:3'2;^92;-.; 


62.02 


15.00 

15-00 


3 ASP CB 


-47.96 


-34.03 


61.25 


3 ASP CG 


-48.48 


.-35:.4 : l- : : 


61.59 


15; 00 


3 ASP OD1 


-49.68 


-35.69 


61.38 


15.00 


3 ASP OD2 


-47.66 




62.06 


ISvOO 


3 ASP C 


-47.93 


-31.60 


61.84 


15.00 


3 ASP 0 


-47.35 


-31.34 


60.78 


15.00 


4 SER N 


-48.02 


-30.74 


62.84 


15.00 


4 SER CA 


-47.34 


-29.45 


62X82, 


15.00 


4 SER CB 


-48.32 


-28.34 


62.42 


15.00 


4 SER OG 


-48.91 


^28,65 


' 61.17 : .' 


15.00 


4 SER C 


-46.76 




64.20 


' 15.00 


4 SER 0 


-47.33 


^29-;:58:.vv:. 


«" 65X22 '•; 


15.00 


5 VAL N 


-45.60 


-2 : 8:.;54;:: : : 


64.23 


15.00 


5 VAL CA 


-45.00 


-28.20 


';:65;:51' . 


15.00 


5 VAL CB 


-44.16 


-29.36 




15.00 


5 VAL CGI 


-42.89 


-29 ; .:5 : ^"; 


65.35 


15.00 


5 VAL CG2 


-43.87 


-29 .08 


- 67.57 


15.00 


5 VAL C 


-44.21 


-26, SI 


• 65.37 0 


15.00 


5 VAL O 


-43.46 


-26.73 


64.41 


15.00 


6 AS P N 


-44.48 


-25.98 


66.27 


15.00 
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TABLE m 



108 ARG ; CD 


-26.86 


-36.86 


79.28 


108 ARG NE 


' .t2:6>:63 v 


' -3844 


78; 60 


108 ARG CZ 


-27 . 58 


-38.89 


..: 7 8 .A3 


1()8 ARG :NH1 : 


■ -28v85^ 


: ■.-38,:$iv 


78v 05 


108 ARG NH2 


■ ' ~27:-;24 




... 77,45 


108 ARG C 


'■ -23^6i 


-35:78 


■•• 76;:;18 


108 ARG 0 


-23.84 


-36,99 


; 76:06; 


109 GLY N 


■ :.-2:3;v20:: 


-35.03 


' 75.17 


109 GLY CA 


-22 .97 


-35,63 


73.87 


109 GLY C 


-23.82 


-34.99 


72.80 


109 GLY 0 


■ ^24.2:7;' 


-33.85 


: ;;;t2 : ::-95;;' 


110 TYR N 


-24.09 




71.72 


110 TYR CA 


-24 . 89 


-35.19 


70.63 


110 TYR CB 


-24.12 


-34.08 


69:91 


110 TYR CG 


-22.86 


-34:56 


69.20 


110 TYR CDi 


■ -21. 64 


-34.62 


69:87 


110 TYR CE1 


-20.49 


-35; 03 


;^69^;22v 


110 TYR CD2 


-22.90 


-34.93 ; 


67.85 


110 TYR CE2 


-21.75 . 


-35.34 


67.19 


110 TYR CZ 


-20.55 


-35; 39 


67;iB8: 


110 TYR OH 


-19.39 


-35.77 


: 67.23 


110 TYR C 


-25.22 


-36.28 


69 .62 


110 TYR O 


-24.44 


-37.21 ; 


69.43 


111 ARG N 


'.':^2:6:. :; 34;. ' 


-36.11 




111 ARG CA 


-26.76 


-37.08 


67.92 


111 ARG CB 


-28.02 


-37.81 


68 .38 : 


111 ARG CG 


-27.81 


-38.84 


69.48 


111 ARG CD 


-28; 75 


-40.03 


■ 69.33 


111 ARG ME 


-28 . 01 


-41.28 


69.36 


111 ARG CZ 


-27.89 


-42.06 


70 . 44 


111 ARG NH1 


-27.18 


-43.18 


70 . 36 


111 ARG NH2 


-28.50 


-41.73 


71.58 


111 ARG C 


-26.99 


-36.46 . 


66.54 


111 ARG O 


-27.67 


-35.45 


66.41 


112 GLU N 


■.-26v-4i;; 


-37.06 


65.50 


112 GLU CA 


■-26^5;6V; 


-36.57 


64.14 


112 GLU CB 


-25.36 


-37.00 


63.29 


112 GLU CG 


-24.03 


-36.42 


63 . 76 


112 GLU CD 


-23.34 


-35.56 


62.70 


112 GLU OE1 


-23.95 


-34 .57 


62.22 


112 GLU OE2 


-22. 18 


-35.88 


62.33 


112 GLU C 


-27.86 


-37.13 


63 .56 


112 GLU O 


-28.64 


-37.75 


64.27 



PCT/US96/17512 ' 
15.00 

^ 4.5^00/ ,v* : ; 

15.00 
15.00 
15.00 
15.00 
15.00 
:■■ 15.00 
15.00 
15.00 
15. 00; 
15.00 
,15.00, 
15.00 

^(iS:'bd: : v;'-; : ' :; '-.:'. 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 : 

15.00 

15.00 
, :-15. 00.. 

15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15.00 
15.00 
15.00 . 

/xsjoo ' 

15.00 
15.00 
15 .00 
15.00 



Wd 97/16177 PCI7US96/17512 

TABLE m 

113 ILE N -28.13 -36.87 62.29 ^.5,00 

113 ILE CA -29.35 -37.38 61.64 15.00 

113 ILE CB -30.38 -36.25 61.34 15.00 

113 ILE CG2 -31.67 -36.83 60.78 15.00 



113 : ILE GG1 -30.71 -35.45 62.60 15 00 
113 ILE GDI -31,50 -3 6 . 20 63.65 15 . 00 

15. 00 
15.00 
15.00 



113 ILE C . • • -28.85 -37 . 98 ■ - 60 . 33 

113 ILE 6 -27.91 -37.46 59/73 

114 PRO N -29.41 -39.13 59.92 



15.00 

15;,od 



114 PRO CD -30.48 -39.91 60.57 15.00 

114, PRO CA -28.98 -39.77 58.68 15.00 

114 PRO CB -30.10 -40.78 ' 58.43 15 00 

114 PRO CG -30.41 -41.23 59.83 

114 PRO C -28.87 : -38.79 57.54 

114 PRO 6 -29.84 -38.12 57.20 Is.OO 

115 GLU N -27.67 .38.66 56.99 15.00 
115 GLU CA -27.46-37.74 55.89 15.00 
115 GLU CB -26.07 -37.92 55.28 15.00 
115 GLU CG -24.92 -37.19 56.01 15.00 
115 GLU CD -23.60 -37.16 55.20 15 00 
115 GLU OE1 -23.65 -37.20 53.94 IS 00 
115 GLU OE2 -22 . 51 -37. 08 55.82 15 00 
115 GLU C -28.53 -37.91 54,82 15.00 

15; 00 
15.00 



115 GLU O -28.70 -39.00 54.27 

116 GLY N -29.27 -36.83 54.59 
116 GLY CA -30.30 -36.78 53.57 15.00 
116 GLY C -31.63 -37.36 53.99 15.00 

116 GLY O -32.46 -37.66 53,13 15.00 

117 ASN N -31.88 -37.44 55.29 15 00 
117 ASN CA -33.12 -38.03 55.77 15 .00 
117 ASN CB -32.80 -39.09 56.82 15 00 
117 ASN CG -33.80 -40.21 56.84 15.00 
117 ASN OD1 -35.02 -39.99 56.90 15 00 
117 ASN ND2 -33.31 -41.44 56.76 15.00 
117 ASN C -34.17 ,3% 06 56,31 ] 15 . 00 

15.00 
15 . 00 



117 ASN O r-34,17 -36.72 57; 50 

118 GLU N -35.12 -36.66 55.48 
118 GLU CA -36.15 -35.72 55.91 15.00 
118 GLU CB -36.86 -35.08 54; 72 15.00 
118 GLU CG -36.09 >03;98 54.02 15,00 
118 GLU CD -36.99 -33.14 53.15 15.00 
118 GLU 0E1 -36.58 -32.75 52.04 15.00 
118 GLU OE2 -38.13 -32,87 53.57 15.00 



«0 



WO 97/16177 
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TABLE HI 



118 GLU C 


-37.18 


-36.33 


56.83 


15.00 


118 GLU 0 


-37.76 


: -35.64 


57.66 


15.00 


119 LYS N 


-37.46 


-37.61 


56.66 


15.00 


119 LYS CA 


-38.43 


•v.^38%2?^ 


57.53 


15.00 


119 LYS CB 
119 LYS CG 


-39.20 


; : :-3;9 : ,.:'7iv : 


57.03 


15.00 


119 LYS CD 


-40.54 


-39.77 
■ -39.04 


55 .66 
55.49 


15,00 
15.00 


119 LYS CE 


-41.04 


-38,97 


vVfp07>; 


15,00 


119 LYS lie 


-40.26 


-38.00 


53.26 


15.00 


119 LYS G 


-37.89 


-38,30 


58.95 


15.00 


119 LYS 0 >j 


,} -38.55 


; -37 .86 . 


59. 89 


15,00 


120 ALA N 


-36:64 


-38.74 


59:07 


15.00 




-35,94; 


: -3 8^81-: 




15.00 


120 ALA CB 


734.58 


* ^39.42;'. 


' 60.15 


15.00 


120 ALA C 


-35.81 


-37 .43 '■■ 


60.97 


15.00 


120 ALA 0 


;: ':-3l5y88^ ' 


-37.28 


62.19 


15,00 ; 


121 LEO N 


-35.56 


-36,42 


60.14 


15.00 


;2i2¥;v^r'#A^ 


-35.43 


-35; 06 


60.66 


15 i 00 


121 LEO CB 


-34^96 


■: : -3.C;iO:;-.' 


59.56 


15.00 


121 LEO CG 


.■;^3;4^9 : 3;?-- 


-32.61 


59.96 


15.00 


121 LEO CD1 


-33.81 


-32.34 


60.93 


15.00 


121 LEO CD2 


..v-3 : 4^78; 


;V-|i > -7 : 6.:; : 


58.72 


15.00 


121 LEO C 


; ; W3>.7<.- 


-34.60 


61.25 




121 LEO O 


: : " ; -36^8i:-' 


-33,98 


62.31 


^•|5K:6:0;i-' : 


122 LYS N 


7:37,86: 


-34.91 


60.57 


■'^iiOO.:'. 




-39.17 


-34,53 


61.06 


15.00 


122 LYS CB 


-40.26 


-35.04 


60.11 


15.00 


122 LYS CG 


-41.65 


-34,70 


60.59 


"jl|a00:-; : : 


122 LYS CD 


-42.73 


-35 ; C;28'' 


59.72 


15.00 


122 LYS CE 


-44,10 


-34.79 


60,19 


15.00 


122 LYS NZ 


;-45::.21^ ; 


-35.17 


59.28 


15 .00 


122 LYS C 


■ -39.36 


-35.15 


62.43 


15,00 


122 LYS 0 


-39.79 


-34.47 


63.36 


15 .00 


123 ARG N 


-39.02 


-36.44 


62; 55 


15.00 


123 ARG CA ■. 


-39.13 


-37;17 


63.81 


15.00 


123 ARC CB ■• 


-38.72 


-38.64 


■63.6* 


15.00 


123 ARG CG 


-39.86 


-39.56 


63.26 


15.00 


123 ARG CD 


-39.43 


-41.02 


63.33 


15.00 


123 ARG NE 


-38.71 


-41.48 


62 .14 


15. 00 


123 ARG CZ 


-37.42 


-41.79 


62.12 


15 . 00 


123 ARG NH1 


-36.68 


-41.70; 


63.21 


15,00 


123 ARG NH2 


-36.87 


-42.22 


60 .99 


15.00 


123 ARG C 


-38.28 


-36.55 


64, 90: ; 


15.00 




WO 97/16177 

. ' 123 ARG 6 

;\ y--' v 124 ala n 

" ■'" 124; ALA CA 
. ^ fl24^;ALA::GB. 
124 ALA G 

124 ALA O 

125 VAL N 
125 VAL CA 
125 VAL CB 
125 VAL CGI 
125 VAL CG2 
125 VAL C : 

125 VAL 0 

126 ALA N : 
126 ALA CA 
126 ALA CB 

'■ 126 ALA C ' 

126 ALA 0 

»V 127 ARG N V 

;-^7^ar^?: ; gA;;- : 

■ 127 ARG CB 

127 ARG CG 
127 ARG CD 
127 ARG NE 
127 ARG CZ 
127 ARG NH1 

;.' 127 ARG NH2 
■ 127 ARG C 

127 ARG O 

128 VAL N 
128 VAL CA 
128 VAL CB 
128 VAL CGI 

' • 128 VAL CG2 
128 VAL C 

128 VAL 0/ 

129 GLY N 
129 GLY CA 

129 GLY C ; 
' :; \ 129 GLY O 

130 PRO N 
130 PRO CD 
130 PRO CA 



PCT/US96/17S12 

TABLE m 

- 38 '69 -36-51 66.05 15,00 

-37.09 -36.07 64.55 15.00 

-36. 2^) -35.45 65v52 15.00 

"34- 65 -35.18 . 64.89 ' " 15.00 < 

-36,81 -34,15 66.03 15.00 

-36.96 -33.96 67.23 15.00 -:" . : • 

^37:,;17- . -33 .25 ; 65 .12 ■ . < WM^> 

^37.77-31.97 65.50 15.00 

-38; 07 -31,11 64.25 : ISvOO 

"38 -97 -29. 94 ' 64.59 ' : 15.00 ■ 

-3 ^.78 -30.59 63.67 15 .00 

#9.04 -32.20 66,30 15.00 

-39.36 -31.43 67.20 15.00 

-39.74 -33.29 66.00 15.00 

- 40 - 97 "33.62 66.69 15.00 

-41 -78 -34,61 .:; 65v88 ) 15,00 ; ^ ■ ' 

-40.72 -34.17 68.09 15.00 

f441 : .3?\ t33.76 . 69.06 15.00 

-39.77 -3S.10 68.19 15.00 

-39.41 -35.74 69.44 15.00 

-38.71 -37.07 69.18 15.00 

-39:56 -38.30 69.27 15.00 

-40,17 -38.70 67.94 15.00 

-39 . 87 -40. 09 67 .60 15. 00 

-40.52 ^40,78 66167 15.00 

-49.18 -42.03 66.40 15,00 

-41,55-40.25 66.03 15.00 

-38.52 -34 ,91 70.35 15.00 

-38.86 -34.71 71.52 15.00 

-37.37 yU. 50 69 ,82 : 15 , 00 

-36.36 -33.72 70.56 15.00 

-3*;S5i: ~3p-:9i::. : ••€9:V#'-'\:3isloo,. : :^ 

^3;,88> : #lU5v' 70,91 15.00 

-34.73 -35.35 69.57 15.00 

-36,62 -32.22 70.66 15.00 

-36.44 -31.61 71.71 15.00 

■36.99 -31,60 ' 69.55 ''. 15; 00 

•37.23 -30,17 69.54 15.00 

•36.29 -29v54 68.53 15 1 00 ■•• 

35.87 -30.22 67.58 15.00 

35.94 -28.25 68.71 15.00 

36.46 -27.38 69.78 15.00 

35.04 -27.50 67.83 15.00 



WO ¥7/16177 

130 PRO CB 
130 PRO CG 

■ ; ;v : ^ : ^prQ;- :C'. 

130 PRO 0 

131 VAL N 

131 VAL CB 
131 VAL CGI 
131 VAL CG2 

131 VAL C ' 

132 SER N 
132 SER CA 
132 SER CB 

132 SER C 

132 SER 0 

'^f^^^^M : . 

133 VAL CB 

133 VAL CG2 
133 VAL C 

133 VAL O 

134 ALA N 
134 ALA CA 

134 ALA CB 

. . 134 ALA O 

135 ILE N 

'.^;:i^ :: ;: : ^^CA^^^ 
135 ILE CB 
135 ILE CG2 
• : i'35----II^- ••CGI; 

135 ILE CD1 
: 135 I1£;C 

135; ILE 6 
. ■ 136 ASP N 

136 ASP CA 
1^6 ASP CB 

/ ' 136 ASP CG 

136 ASP 0D2 
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TABLE m 



-34.80 


-26.22 


68.62 


15.00 


-36.12 


-26.00 


69.26 


15.00 


-33.74 


-28.21 


67.50 


15.00 


-32.90 


-28.46 


: 68,37 


15.00 


-33.59 


-28,51 


66.21 


15.00 


-32.42 


-25.19 


65.68 


15.00 


-32.84 


, -30.34 


64.73 


15.00 


-31.64 


-31.06 


64 .18 


15.00 


-33.74 


-31.33 


65.48 


15.00 


-31.57 


-28.19 


64.90 


15.00 


-32.08 


-27.25 


64.28 


15, 00 


-30 .25 


-28.38 


64; 96 


15.00 


-29.32 


-27.53 , 


64.26 


15.00 


-28.00 


-27.48 


65.02 


15.00 


-28.18 


-26.93 


66.31 


15.00 


-29.08 


-28.14 


62.88 


15.00 


-28 . 67 


-29; 30 


62; 79 


15.00 


-29.38 


-27.38 . 


61.83 


15, Op 


-29.21 


-27.83 


60.44 


15.00 


-30.57 


-27.93 


55 ; 68 


is;6b 


-31.55 


-28.81 


60.43 


15.00 


-31.16 


-26.56 


59 .49 


15.00 


-28.30 


-26.86 


59 .68 


15.00 


•?28.06 


■ -25.74 


60 .13 ;. " : 


15.00 


-27.79 


-27,28 


58.52 


15; 00 


-26.94 


-26:.;44;:; : ' 


57.69 


15.00 


-25.50 


•-26 : ;S>U 


57.73 ■ 


15.00 


-27.49 


' -26.50 


56.28 


15.00 


-27.84 


-27.57 


55.79 


15.00 


-27.58 


-25.36 


55,61 


15.00 


-28.14 


-25.32 


54.27 


15.00 




ir24!v7-3:>i 


54.30 


15:00 


-30.49 


-25.57 


55.19 


15.00 


-29; 53 


-23.26 


54.76 


15.00 


-30.88 


-22.58 


54.88 


15.00 


-27.33 


-24.44 •• 


53.32 


15.00 


-26.33 


-23 .82 


53.72- 


15.00 


-27,75 


-24.41 . 


52 . 05 


15.00 


-27.12 


-23.57 \; 


51.05 


15.00 


-27.25 


-24.16 


49.65 


15; 00 


-26.77 


-23.20 


48.57 


15.00 


-27.27 


-23.28 


47.43 


15; 00 


-25.90 


-22.35 


48.85 


15.00 
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TABLE in 

136 ASP C -27.87 -22.24 51.10 

: ' 13 * : j : -29 .05 -22 .17 ■' 50 J 77 



15.00 
15.00 



137 ALA N ; . -27.19 -21.21 51.59 15.00 

137 ALA CA; -27.80 -19.89 51.68 15,00 

137 CT -27^61 -19.32 53.08 15.00 

137 ALA C -27,23 -18.94 50.62 15.00 

137 ALA O -27.64 -17.78 50^53 15.00 

138 SER N -26.26 -19.43 49.84 ; 15 00 
138 SERCA -25.66 -18.65 48-77 
138 SER CB -24.30 -19.22 V4JB : :3T 
138 SER OG -23.28 -18,86 49.*3b ; 'li.'oO 
138 SER C -26.61 -18.73 47.60 

138 SER O -26,51 -19.65 46.80 

139 LEU N -27.54 -17.77 47.57 
139 LEO GA -28:59 -17166 46,55 
139 LEU CB -29.53 -18.86 46.65 
139 LEU, C? ; -29.89 -i9.63 45;3& 



15.00 
15 . 00 



15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



139 LEU GDI -28.66 -20.27 44: 80 15 00 

139 LEU CD2 -30.92 -20.68 45.71 15.00 

139 LEU C -29.39 -16.39 46.85 15.00 

139 ^ 0 -29.91 -16,22 47.96 15.00 

140 TOR N -29 .52 -15 .49 45 .87 15 . 00 
140 TOR CA -30.23 -14.23 46.08 15.00 
140 TOR CB -30.06 -13.28 44.87 15.00 
140 TOR OG1 -29.05 -13.81 43.99 15 00 
140 TOR CG2 -29.62 -11.89 45.34 15.00 
140 TOR C -31.71 -14,37 46.42 15.00 

140 TOR O -32.23 -13 .63 47.24 15.00 

141 SER N -32.39 -i 5 ,35 45.83 15.00 
;141; SER^CA ./ : r^33;,80: : -15 ,59 ■ 46;10 15:00' 

141 SER CT -34,31 -16.76 45,27 ?MM: 

141 SER OG -33.42 -17.86 45,34 15.00 

15,00 



141 SER C -34.00 -15.89 47.57 

141 SER O -35.03 -15.57 48.16 15,00 

15,66 

15,00 
15,00 
15.00 
15.00; 
15.00 
15,00 
15.00 
15.00 



142 PHE N -33.01 -16.51 48.18 

142 PHE CA -33.07 -16.86 49.59 

142 PHE CB -31.98 -17.88 49:93 

142 PHE GG: -31,93 -18.24 51.39 

142 PHE CD1 -32.72 -19.25 51.89 

142 PHE CD2 -31,10 -17.54 52.25 

142 PHE CE1 -32,68 -19.58 53.23 

142 PHE CE2 -31,05 : -17 .85 53.60 

142 PHE CZ -31.85 -18.87 54.09 
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TABLE m ; 

142 PHE C -32.88 -15.61 50.43 15.00 

142 PHE O -33.66 -15.33 51.34 15.00 

143 GLN N -31.86 -14.84 50.09 15.00 
143 GLN CA -31.54 -13.64 50.83 15.00 
143 GLN CB -30.25-13.06 50.30 15.00 
143 GLN CG -29.18 -14.11 50.24 15.00 
143 GLN CD -27.84 -13.53 49.97 15.00 
143 GLN OE1 -27.41-12.58 50.62 15.00 
143 GLN NE2 -27.15 -14.10 48.99 15.00 
143 GLN C -32.63 -12.59 50.89 15.00 

143 GLN O -32.90 -12.05 51.95 15.00 

144 PHE N -33.29 -12.29 49.77 15.00 
144 PHE CA -34.36 -11.28 49.80 15.00 
144 PHE CB -34.33 -10.38 48.55 15.00 
144 PHE CG -34.46 -11.12 47.24 15.00 
144 PHE CD1 -33.45 -11.04 46.30 15.00 
144 PHE CD2 -35.59 -11.87 46.95 15.00 
144 PHE CE1 -33.56 -11.71 45.09 15.00 
144 PHE CE2 -35. 71 -12.55 45.75 15.00 
144 PHE CZ -34 . 70 -12.46 44.82 15.00 
144 PHE C -35.76 -11 .83 50,04 15 . 00 

144 PHE 0 -36.76 -11.19 49.68 15.00 

145 TYR N -35,83 -13.01 50.66 15.00 
145 TYR CA -37.09 -13.68 50.97 15.00 
145 TYR CB -36.80 -15.04 51.62 15.00 
145 TYR CG -37.95 -15.65 52.36 15.00 
145 TYR CD1 -38.83-16.52 51.73 15.00 
145 TYR CE1 -39,93 -17 . 05 52 .41 15 . 00 
145 TYR CD2 -38.20 -15 .31 53.69 15 . 00 
145 TYR CE2 -39.28 -15.83 54.38 15.00 
145 TYR CZ. -40 .14 -16. 69 53 . 73 15 . 00 
145 TYR OH -41.24 -17.16 54.42 15.00 
145 TYR C -37.87 -12. 81 51 . 93 15.00 

145 TYR O -37.27 -12.10 52.74 15.00 

146 SER N -39.20 -12.88 51.89 15.00 
146 SER CA -40.01 -12.07 52.78 15.00 
146 SER CB -40.45 -10.78 52.10 15.00 
146 SER OG ^41.31 -11.05 51.01 15.00 
146 SER C -41,23 -12.81 53.34 15.00 

146 SER O -41.69 -12.52 54.45 15.00 

147 LYS N -41.77 -13.75 52.58 15.00 
147 LYS CA -42.93 -14.52 53.04 15,00 
147 LYS CB -44.16 -13.62 53.21 15.00 
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147 LYS CG 
' 147 LYS CD 
147 LYS CE 
147 L YS NZ 

147 LYS C 
• • 147 LYs 0 

•); : v: : : \p^jS^jfe ' 

148 GLY CA 
148 GLY C 

148 GLY 0 

149 VAL N 
149 VAL CA 
149 VAL CB 
149 VAL CGI 
149 VAL ;CG2 
149 VAL; C " 

149 VAL O 

150 TYR N 
150 TYR CA 

. 150 TYR CG . 

150 TYR CD1 

150 TYR CE1 
: 150 TYR CD2 

150 TYR CE2 
(150 TYR CZ 
; 150 TYR OH 

150 TYR C 

150 TYR O 
: ^-151 : : : .TYRi^\^ 

151 TYR CA 
151 TYR CB 
151 TYR CG 

.■; ..vASl TYR CD1 
151 TYR CE1 
151 TYR CD2 
151 TYR CE2 
151 TYR CZ 
151 TYR OH '■ 
151 TYR C 

151 TYR O 

152 ASP N 
152 ASP CA 
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TABLE HI ■ ■ • 

■ -44.84 -13 ;14; ; 51,92 15160 ' 

-45,64 -11.86 52; 19 15.00 

: ; -44 . 71 . • ■; -10 . 72 52, 70 ' : . 15 v ©0 
-45.41 . -9.52 53.28 15V00 ' : ■' 

-43.27 -15/J68 52 ? 11 = 15.00 

-43 . 03 -15. 62 ' ■ 50.91 • ; 15 .-00 ' ■■ 
. ; -43;83 -16.74 52.69 15.00 
-44.21 -17.90 51.90 15.00 
-43.31 -19.08 52.16 15.00 
-42.50 -19.07 53.08 15.00 
-43.46 -20.12 51.35 15.00 
-42.65 -21.32 51.50 15.00 
-43.52 -22.60 51.39 15.00 
-42.66 -23.84 51.53 15.00 
^44.59 -22.|i %iv45 15:00 
-41.57 -21.27 50.42 15.00 
-41.84 -21.44 49.24 15.00 
-40.34 -21.01 50.84 15.00 

-39.21 -20.90 49.93 15.00 

-37.98 -20.37 50.67 15.00 

-36.75 -20.27 49.80 15.00 
-36 . 73 ■ -19.44 48.68 - : 15 . 00 

-35.61 -19.36 47.86 15.00 

-35.61 -21.03 50.09 15.00 

-34.48 -20.96 49.27 15.00 

-34.49 -20.13 48.16 15.00 

-33.41 -20.06 47.32 15.00 

-38.81 -22.16 49.19 15.00 

-38.56 -23.19 49. 80 15.00 

-38.68 -22.03 47.88 15.00 

-38.24 -23.13 47.02 15.00 

-39.38 -24.11 46.72 15.00 

-38.89 -25.32 45.96 15.00 

-37.74 . : B26 .01 ' y /46-,37'.;H • 15.00 

-37.23 -27.06 45.63 15.00 

-39 .52 -25.74 44.79 15.00 

-39.01 -26.80 44.03 15.00 

T$7 : *7. 'j-27>'ir. :^4^46.-^ ' .15; 00- ' 

-37.35 -28.50 43.72 15.00 

-37.63 -22.58 45,73 15.00 

-38.19 -21.69 45,08 15.00 

-36.47 -23.12 45.37 15.00 

-35,74 -22.69 44.19 15,00 
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< $Si4<i : ■ <■ ■ 

15.00 • 

15.00 
' 15.00 ... 
• • if y;00)' '. 

15.00 

15V00 

15.00 

15.00 

' 15.00 : 

' 15.00 ' 
15.00 
15.00 ' 
15,00 
15,00 ■ 
15;00 
15C 00 
15 .00 
15 ,00 

-:15).:0pf- 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15*00 
15,00 
15,00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15;00 
15,00 
15.00 



; TABLE m 

158 ASP %V , ;! ; ' -23^30:. -30v43 ' ' '.46, 71 
158 ASP CG r +24 :.<jl -31.63 46 . 08 
158 ASP OD1 -25.23 -31,53 45.79 
158 ASP OD2 -23.34 -32.67 45.86 
^458,ASP^; Tv/. -23,;ii -28^86 • 48.64 :. 

158 ASP O .;: -22 . 00 -29 . 02 49.15 
15 9 ASN N v -23 .68 -27.66 48.60 

159 ASN CA -22 .98 -26.49 49 .11 
159 ASN CB -23.02 -25.36 48.07 
159 ASN CG -21.95 -24.29 48.31 

. 159 ASN OD1 • .S21..161-: -23.96 ' 49.45 
159 ASN ND2 -21.43 -23.72 47.22 
159 ASN C -23.59 -26.01 50.41 

159 ASN Q -24.34 -25.03 50.44 

160 LEU N -23.31 -26 .69 51. 52 
160 LEU CA -23.86 -26.27 52.80 
160 LEU CB -23.99 -27. 4S 53.77 
160 LEU CG -24.87 -28.62 53.30 
160 LEU CD1 -25.08 -29.56 54.47 
160 LEU CD2 -26.21 -28.16 52.76 15*00 

15; 00 
15.00 
15.00 
15 .00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15. 00 



,15. 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15; 00 
15. 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



160 LEU C -22.91 -25.21 53.33 

160 LEU O -21.77 -25 .51 53.65 

161 ASN N -23.38 -23.97 53.35 
161 ASN CA -22 . 55 -22 .84 53.78 
161 ASN CB -22.32 -21.90 52.60 
161 ASN CG ;-23 r 61 r21.S9 51.84 
161 ASN ODl -iii49 -20.86 52.31 
161 ASN ND2 -23.75 -22.18 50.66 
161 ASN C -23.10 -22.04 54. 94 

161 ASN O -22.37 -21.29 55.58 
162; HIS -N . -24. 38 -22 . 20 55. 24 

162 HIS CA -25.01 -21.44 56.31 
162 HIS: CB -26.00-20.43 55.72 
162 H1SCG -26.46 -19.38 56^68 15.00 

15.00 



162 HIS CD2 -27.69 -18,91 56.97 
^J:??SND1 ^25.58 -18.66 57.46 15.00 

15.00 



162 HIS CE1 -26.25 -17.79 58.19 t 

162 HIS NE2 -27.54 -17.92 57.90 15.00 

15. 00 
15 .00 
15.00 
15,00 



162 HIS C -25.74 -22 .34 57.31 

162 HIS O -26.66 -23.07 56.94 

163 ALA N -25,31 -22.30 58.57 
163 ALA CA -25.93 -23.09 59,63 
,163 ALA CB -24.98 .23.25 60.81 15.00 



TABLE m 

163 ALA C -27.18 -22.33 60.08 15.00 

163 ALA O -27.20 -21.09 60.08 15.00 

164 VAL N -28.21 -23.05 60.48 15.00 
164 VAL CA -29.44 -22.43 60.91 15.00 
164 VAL CB -30.31 -22.10 59.66 15.00 
164 VAL CGI -31.25 -23.23 59.31 15. 00 
164 VAL CG2 -30.99 -20.79 59,85 15.00 
164 VAL C -30.13 -23.35 61.91 15.00 

164 VAL 0 -29.51 -24.32 62.35 15.00 

165 LEU N -31.38 -23.10 62.28 15.00 
:-^5^|;^- ' *\^$&S"--r&;&i\ • 63.28 15.00 

165 LEU CB -3i . 95 -23.25 64 .64 15 .00 

165 LEU CG -32.41 -23.97 65.90 15.00 

165 LEU CD1 -31.39 -25.01 66.31 15.00 

165 LEU CD2 -32.58 -22.96 67.00 15.00 

165 LEU C -33.51 -24.20 62.98 15.00 

165 LEU O -34.30 -23 . 27 62 .86 15. 00 

166 ALA N -33.88 -25.48 62.93 15.00 
166 ALA CA -35.27 -25.89 62.66 15.00 
166 ALA CB -35.30 -27.31 62.15 15.00 
166 ALA C -36.07 -25.78 63.95 15.00 

166 ALA O -35.74 -26.40 64.95 15.00 

167 VAL N -37.14 -24.99 63.93 15.00 
167 VAL CA -38.00 -24.75 65.09 15. 00 
167 VAL CB -38.22 -23.21 65.30 15.00 
167 VAL CGI -39.07 -22.93 66.50 15.00 
16? VAL CG2 -36.88 -22.50 65.47 15.00 
167 VAL C -39.35 -25.46 64.93 15.00 

167 VAL 6 -40.25 -25.34 65.77 15.00 

168 GLY N -39.51 -26.21 63.85 15.00 
168 GLY CA -40.75 -26.91 63.61 15.00 
168 GLY C ^40 .97 -27 .18 62 .14 15, 00 

168 GLY O -40.03 -27,15 61.35 15.00 

169 TYR N -42.22 -27.45 61.78 15.00 
169 TYR CA -42.63 -27 .75 60.41 15 .00 
169 TYR CB -42.23 -29.18 60.00 15.00 
169 TYR CG -42.72 -30,27 60.93 15.00 
169 TYR GDI -44.07 -30.66 60.94 15.00 
169 TYR CE1 -44. 52 -31 .66 61.81 15. 00 
169 TYR CD2 -41.85 -30.91 61.81 15.00 
169 TYR CE2 -42.29 -31.91 62.68 15.00 
169 TYR CZ -43.63 -32,27 62.68 15.00 
169 TYR OH -44.07 -33.24 63.57 15.00 
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169 TYR G 

169 TYR O 

170 GLY N 
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173 LYS NZ 
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173 LYS O 

174 GLY N 
174 GLY CA 
174 GLY C 

174 GLY O 

175 ASN N 
175 ASN CA 
175 ASN CB 
175 ASN CG 
175 ASN OD1 
175 ASN ND2 
175 ASN C 



TABLE 

-44.14 -27.59 
-44.81 -27.32 
-44.70 -27.76 
...-46.i : 4- : - -27.63 
-46.56-27.53 
-45.85 -27.94 
-47.74 -26.97 
-48.28 -26.78 
-49.43 -27 .78 
-50,14 -27.44 
-48.91 -29,22 
-48.38 -29.69 
-48.89 -25.40 
^49.85 -25.20 
-48.29 -24.41 
-48.86 -23.07 
-47.96 -22. 05 
-48.37 -20.59 
-47.48 -19.62 
-46.94 -19.96 
-47.33 -18.41 
-50.22 -23.15 
-51.26 -22.82 
-50.21 -23.61 
-51.45 -23.77 
+52; 00 -22 . 41 
-53.53 -22.35 ' 
-54.00-20.89 
-55.51 -20,75 
-55.91 -19.31 
-51.07 -24.63 ■ 
-50.50 -24.16 
-51.28 -25.93 
-50.97 -26.89 
-49.51 -27.27 
-49.17 -28.42 
-48.63 -26.34 
-47.20 -26.64 
-46.44 -25.52 
-46.88 -25.35 
-47.59 -24.39 
-46.49 -26.29 
-46.52 -26.98 



60.31 15.00 

61.30 15.00 

59.12 15.00 

58.97 15 . 00 
57 .52 ; 15i . 00 

56 . 61 15.00 

57.30 15.00 

55.97 15.00 
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54.38 15.00 
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54.35 15.00 
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175 ASN O 

176 ; LyS ; N ; 
: 17^ LYS-CA 
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177 HIS N 
177 : HIS GA 
17 7 HIS CB . 
177 HIS CG 
177 HIS CD2 
177 HIS ND1 
177 HIS CE1 
177 HIS NE2 
177 HIS C 

177 HIS O 

178 TOP N 
178 TOP GA 
178 TRP CB 
178 TOP CG 
178 TRP GD2 
178 TRP CE2 
178 TRP CE3 
178 TRP GDI 
178 TOP NE1 
178 TRP C22 
178 TOP CZ3 
178 TRP CH2 
178 TOP C 

178 TOP O 

179 ILE N 
179 ILE CA 
179 ILE CB 
179 ILE CG2 
179 ILE CGI 
179 ILE CD1 
179 ILE C 

179 ILE O 

180 ILE N 



TABLE m 
.. -46.58 ' -2i>:;2^ ■ 53^ 35 
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-44.68 

-45.74 
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-46.23 

-45.80 

-43.94 

-43.26 

-43.64 

-42.51 

-42.96 

-43.85 
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-45.16 
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-41.82 

-42.44 

-40.52 
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-38.26 
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-38.28 
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^28.15 
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-27.75 
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-30.89 
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-24 .71 
-23.36 
-23,1.7. . 
-21.75 
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-23.13 
-23.79 
-22.22 
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57 .73 
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70.46 


is. 00 


-27.25 


-32.08 


: 7lv59 


15.00 


-26 .99 


-30;73 


72.23 


v 15.1)0 


-28.24 


-29.98 


71.91 


15.00 


-28 .08 


-32:96 


72.51 


15. 00 


-29.31 


-32,92 


^2j^48V 


15 .00 




—J J.;.;. 73 


73.30 




-28.14 


-34.63 


74.23 


15 00 


-27.49 


■ ;-3^>-02; ' 


74.28 


15.00 


-28 . 32 ' 


■ '--37\:m.: 


73.61 


15.00 


-27; 43 


■ -38.10 


72.81 


15.00 


• --^6.30 


-38.66 


: 73.65 


15.00 


-28.02 


;:;-3;3;.:93i^ 


72 .81 


A3 • vU 


-26.95 


-33.45 


75.57 
75.91 


■ 15.00 
15.00 




-33.79 


76.30 


15.00 


-29.01 


-33.15 


77.60 


15; 00 


-29. 60 
-28.77 


:-31.73 


77.56 


15,60 


V29 . 41 


-30.73 
^29.06 


78.36 
78.37 


15.00 

15V00 


-30. 41 


-29.07 


79.82 


15.00 


-29.66 


-33 .98 


78 M 


is, 00 


-30.59 


-34.77 ; 


78.41 


15.00 


-29.20 


-33 .85 ■• 


79.87 


15,00 


-28; 05 


-18.06 


84.86 


15.00 


-23,19 


^33;i ; 36; ' 


81.36 


15.00 


-31.64 


-15v80 


: 65^41,'i 


15.00 


-30.17 


-19.91 


64.18 


15.00 


-13.36 


-n r 6o; • 


62.86 


15.00 


-9; 95 • 


; -9V46 : • ! 


71.42 


15.00 


-34 .59 


-22 .68 


' 70.30 


15.66 


■^17.:52 : 


-33.99 


:64i33-: : '..;: ; 


15 .00 


-15.72 


-11,02 . 


61.35 


15 ,00 


•2'4.:4 : i. 


-30.51 


62.51 


15.00 


-10.27 


-5.38 




15 .00 


-11.06 


-16.84 


67.70 : 


15^00 


-44.88 


-30.73 


49.92 


ISvOO 


•44.59 


-36.65 


56.24 


15.00 


•37.78 


-15.40 


68.33 


l5;6o 


38,40 


-35.66 


51.51 . 


15.00 


18.90 


-36.86 


.6l;93 k 'V 


is .00 


41.75 < 


-34.32 


46.57 . 


is. 00 


28.01 


-19.38 


62.11 


15.00 
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235 HOH OH2 

236 HOH OH2 

237 HOH OH2 

238 HOH OH2 

239 HOH OH2 

240 HOH OH2 

241 HOH OH2 

242 HOH OH2 

243 HOH OH2 

244 HOH OH2 

245 HOH OH2 

246 HOH OH2 

247 HOH OH2 

248 HOH OH2 

249 HOH OH2 

250 HOH OH2 

251 HOH OH2 

252 HOH OH2 

253 HOH OH2 

254 HOH OH2 

255 HOH OH2 

256 HOH OK2 

257 HOH OH2 

258 HOH OH2 

259 HOH OH2 

260 HOH OH2 

261 HOH OH2 

262 HOH OH2 

263 HOH OH2 

264 HOH OH2 

265 HOH OH2 

266 HOH OH2 

267 HOH OH2 

268 HOH OH2 

269 HOH OH2 

270 HOH OH2 

271 HOH OH2 

272 HOH OH2 

273 HOH OH2 

274 HOH OH2 

275 HOH OH2 

276 HOH OH2 

277 HOH OH2 
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-26.15 
-29.39 
-30.20 
-40.59 
-36 .04 
-46.35 
-24 .71 
-44.08 
-25.57 

. -33 .44 
-47.48 

' -14. 60: 

• -7.93 
' . -7 . 49 

-26.27: 
-35 .15 
-33.62 
-40.60 
• -41.25 
-40.7i 
-32. 67 

-39:;-61 ; .:: : 

-31.33 
' -31.41 
-19.54 

^33^59Y- 
-32.78 

-13.22 : 

• ^8.15^: 

• -9 . 06 
-2p!.77 
-2407 
-11 . 63 ? 
-11.87 
-19.16 
-22.14 
-34 . 50 

-6.96 
-7.05 
-16.95 
-29.20 
-25.90 



-29.60 
-8.89 
-20.71 
; •■: ^2i;:42 : 
-13.37 
-24.57 
-34.82 
: -3.06 
-16.56 
-5.90 
-27.60 
-27.33 
I— 14.01 
-18.05 
-16.70 
-35.42 
-10.72 
-27.20 
-16.73 
-34.55 
:-18.20 
-13.41 
-9.04 
-8.54 
-5.90 
-8.02 
-19.88 
-42.12 
-22.75 
-22.46 
-29.93 
-33.56 
-45.12 
-32.82 
-26.78 : 
■ -34..47-: 
-37.69 
-24. 81^ 
-12.16 
-22.45 
-20.23 
-20.58 
-22.48 



62.55 
74.53 
79.14 

49.72 
49.50 
■ ; : #:.'72- 
61.99 
65.62 
65 v 10 
71.31 
77.05 
81.32 
73,48 
75.98 
59.26 
53.73 
46.10 
45.07 
55.94 
72.64 
60.76: 
58.76 
65.90 
63-60 
63.36 
70.38 
66.81 
77.99 
73.27 
75.92 
62.36 
64.98 
70.13 
72.10 
79-.41 
70.75 
88.02 
66 . 61 
69.94 
55.91 
48.90 
45.16 
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15.00 
15.00 
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15.00 
15.00 
15.00 
15.00 

isloo 

15.00 

15.00 

15^00 

15>0P 

15;00f 

15.00 

15.00 

15.00 

15.00 

15.00 

15t 00 

15,00 

15:, 00 

15 1. 00 

15; 00 

15.00 

15.00 

15.00 

15,(00 

15.00 

lSiOO 
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15.00 

15.00 
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15.00 
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TABLE VI /'v 



6 ASP CA 


" r43.81 


-24,70 


66.29 


15.00 


6 ASP CB 


V ■ t&ii&. 


-2 3 ^ 6 0 


65.80 


15.00 


6 ASP CG 


■ -44.06 


-22.25 


65.59 


15.00 


6 ASP GDI 


-421; 88 


-22 .10 . 


65.94 


15.00 


6 ASP OD2 ■ 


-44.73 


-21.33 


65.08 


15.00 


■ 6 ASP c ■ ; 


-43.41 


-24.48 


67.75 


15.00 


6 AS P 0 


-44.26 


-24.33 


68.63 


15. 00 


1 TYR N 


-42 : 12 


-24.54 


68.00 


15.00 


7 TYR CA 
7 TYR GB 


;.-4iv-6<r' 

^40,20 


-24.37 
-24 .96 


69.34 
69.42 


15.00 
15 . 00 


7 TYR CG 


-40.23 


-26.49 


69.41 


15.00 


7 TYR CD1 


-40.62 


-27.20 


7:0.55 


15.00 


7 TYR CE1 


-40.66 


-28.57 


70.55 


15.00 


7 TYR CD2 


-39 .89 


-27.21 


68.27 


15.00 


7 TYR CE2 


^39.94 


: -28.60 


68.26 


15,00 


7 TYR CZ ■ 


-40.32 


-29.27 


69.41 


15 .00 


7 TYR OH 


-40.40 


-30.63 


69.42 


15.00 


7 TYR C 


-41,64 


-22.94 


69.83 


15.00 


7 TYR 6 


-41.52 


-22 .68 


71.03 


15.00 


8 ARG N 


i{'-41%'85.; 


-22.01 


68.90 


15.00 


8 ARG CA 




-20.58 


69.22 


15.00 


8 ARG CB 


-42.07 


-;--19. : 74-' : " 


67.95 


15.00 


8 ARG CG 


-40.84 


-19.78 


67.04 


15.00 


8 ARG CD 


-41.01 


-18.96 


65.78 


15.00 


8 ARG NE 


-41.97 


^19;.57. ; 


64.86 


15.00 


8 ARG CZ 


-42.43 


-18.97 


63.77 


15,00 


8 ARG NH1 


-42,03 


-17], 75 ; 


63.46 


15.00 


8 ARG NH2 


-43.30 


-19.60 


62.98 


15.00 


8 ARG C 


-43 . 09 ■■ 


-20.36 


70,15 


15 . 00 


8 ARG 0 


-42;. 95 ■ 


-19.71 


71.18 


15.00 


9 LYS N 


t44.23 


-20.95 


69.82 


15.00 


9 LYS CA 


>45.41 ■ 


-20.80 


70.64 


15 .00 


9 LYS CB 


r 46v59 


-21.48 


69.96 


15 . 00 


9 LYS CG 


; :f4:6v93'. 


-20.90 


68.60 


15.00 


9 LYS CD 


-47.74 


-21.89 


67.79 


15.00 


9 LYS CE 


-48; 07 


-21.38 


66.41 


15.00 


9 LYS NZ 


-48.46 


-22.50 


65.49 


15.00 


9 LYS C 


;;:~4Siy:i6v' . 


-21.46 


71.99 


15.00 


9 LYS 0 


-45.70 


-21.01 


73.01 


15.00 


10 LYS N 


-44.29 


-22 . 46 


71.99 


15.00 


10 LYS CA 


-43*94 


-23.25 


73. 18 


15 . 00 


10 LYS CB 


-43.34 


-24.60 


72.77 


15.00 


10 LYS CG 


-44.19 


-25.43 


71.81 


15. 00 
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10 LYS CD 


-45. 03 


10 LYS CE ■ 


-46.23 


j id : i^s nz ' 


-47.28 


Cl6vLYS : 'C' ■ 


-42 97 


10 LYS 0 


-42^91 


11 GLY N 


-42.15 


11 GLY CA 


-41.20 


11 GLY C 


-39^83 


11 GLY 0 


-39.00 


12 TYR N • 


-39.57 


12 1^ CA . 


-38.29 


12^TYR ;CB;; 


-38.48 




-39.09 


12 TYR CD1 


-40.24 


12 TYR CE1 


-40.82 


12 TYR CD2 


- -38.55 


12 TYR CE2 ' 


-39.13 


12 TYR CZ 


-40.26 


12; TYR OH 


-40.86 


12 TYR C 


t37.31 


12 TYR 0 


-36.15 


13 C VAL N 


-37.78 


13 VAL CA 


-36.94 


13 VAL CB 


-37.56 


13 VAL CGI 


-36.60 


13 VAL CG2 • 


-37.91 


13 VAL C 


-36.75 


.13 VAL 0 


-37,70 


14 THR N ' 


-35.51 


14 THR CA 


-35.21 


14 THR CB 


-33.80 


14 THR OG1 


-32.85 


14 THR CG2 


-33.69 


14 THR C 


-35.31 


14 THR 0 


-35.46 


15 PRO N 


-35.25 


15 PRO CD 


-35.15 


15 PRO CA 


-35.34 


15 PRO CB 


-35.15 


15 PRO CG 


-35.72 


15 PRO C 


-34.26 


15 PRO 0 


-33.13 


16 VAL N 


-34 . 61 



-26.48 


72.52 


15.00 


-25.86 


73,25 


15.00 


-25.31 


72.33 


15.00 


-22 .59 


74 .15 


15.00 


~ & 4U \ y . J .. 




. 15. 00 


^21.66 ; 


73.67 


15; 00 


-21.02 


74.57 


15.00 


-21.68 


74.:55 


15 .00 


-21.42 


75>42 


15 .00 


-22.49 
-23 .18 


73.53 
73 .39 


15.00 


-24.53 


72.68 


15.00 
15.00 


-25.67 


73 .49 


il5;00 


-25.49 


74.27 


15,00 


-26.55 


::; : 74.95." : 


15.00 


: -2j6;v95 : :V 


73,42 


;i5-0d 


-28.01 


74.09 


15 . 00 


-27.81 


74.85 


15.00 


-28.88 


75.47 


15,00 


-22.37 


72.55 


is .oo 


-22.73 


72 .44 


is; oo 


-21.29 ' 


71.94 


15.00 


-20.46 


71.07 


15.00 


-20.37 


69.65 


15.00 


-19 . 70 • •; 


68 .68 


15.00 


-21.76 


69.16 


15.00 


-19,06 


71.62 


15. 00 


-18.41 


72 . 02 


15.00 


-18.61 


71.66 


15.00 


-17.27 
-17.21 


72.15 
72.74 


15.00 
15.00 


-17.58 
-18.13 


71,74 

W.92.-. ; ; 


isioo; 

15.00 


-16.23 


71.02 


15.00 


-16.59 


69.85 


15,00 


-14.94 


71. 35 


15.00 


-14; 35 


72.71 


15.00 


-13.89 


70.34 


15.00 


-12.62 


71.16 


15.00 


-12.99 


72 .50 


15 .00 


-14.00 


69.25 


15. 00 


-14 .41 


69.53 


is. 00 


^13 . 62 


68.02 


15.00 
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16 VAL GA 


-33V69 


-13.67 


66 . 89 


is. bo 


16 VAL CB 


-34.39 


-13.:43 


65.54 


15 . 00 


16 VAL: CGI- 


• -33.36 ' 


-13.27: 


■ ■ 64 . 43 


15.00 


16 VAL GG2 


-35.29 


-14.58 


65.20 


is. oo 


16 VAL C 


-32.56 


-12.66 


67.05 


15.60 


16 VAL 0 


' '^-3;2^79;: ; 


-11.47 


67.28 


15.00 


17 LYS N 


-31.34 


-13 i 17 


66.92 


is. do 


17 LYS CA 


-30.15 


-12.36 


67.04 


15.00 


17 LYS CB 


-29.13 


-13.09 


67 .91 


15.00 


17 LYS CG 


-29.67 


-13.49 


69.27 


15.00 


17 LYS CD 


: -;-30 ; ,i2:8: • 


-12.30 


69.96 


15.00 


17 LYS CE 


-30.93 


-12.65 


71.28 


15 . 00 


17 LYS NZ 


-31.68 


-11.47 


71.83 


15.00 


17 LYS C 


-29.58 


-12.08 


65.65 


15 . 00 


17 LYS 0 


-30.13 


-12.52 


64.64 




18 ASN N 


-28.48 


-11.33 


65.60 


15.00 


18 ASN CA 


-27.82 


-10.98 


64.34 


15.00 


18 ASN CB 


-28.02 


-9.49 


64.05 


15.00 


18 ASN CG 


: --- : 27:v42 ; ;' 


-9.05 


■ ;6;2:|?2;9, 


15 . 00 


18 ASN 0D1 


-26.35 


-9.49 


■■' 62^2 : :;. ; 


15 . 00 


18 ASN ND2 


-28.11 


-8.15 


62.03 


15.00 


18 ASN C 


-26.32 


-11.27 


64.49 : 


15 : 00 


18 ASN 0 


-25.67 


-10.71 


65.37 




19 GLN N 


-25.79 


-12.14 


63 .63 


15.00 


19 GLN CA 


-24.38 


-12.49 


63.68 


15.00 


19 GLN CB 


-24.08 


-13.76 


62;87 


15.00 


19 GLN CG 


. -24.55 ■ 


-13.74 


; 61.41 


15.00 


19 GLN CD 


-24.19 


-15.02 


60.65 


15.00 


19 GLN OE1 


-25. 06 


-15.85 


60.3? 


15.00 


19 GLN NE2 


-22.92 


-15.16 


60.28 


15.00 


19 GLN C 


-23.43 


-11.34 


63.29 


15.00 


19 GLN O 


-22.26 


-11.34 


63 .67 ' 


15.00 


20 GLY N 


-23.92 


-10.39 


62.50 


15.00 


20 GLY CA 


-23 . 11 


-9.25 


■;62^ii;:- ; . 


15.00 


20 GLY C 


-22.23 


-9.49 


60.91 


15.00 


20 GLY O 


-22.71 


-9.92 


59.87 


15". 00 


21 GLN N 


-20.96 


-9.14 


61.02 


15.00 


21 GLN CA 


-20.02 


-9 .34 


59.92 


15.00 


21 GLN CB 


-19.11 


-8.11 


59.75 


15.00 


21 GLN CG 


-19 . 78 


-6.87 


59 .13 


15.00 


21 GLN CD 


-20.32 


-7.11 


57.72 


15.00 


21 GLN OE1 


-19.57 


-7.44 


56.79 


15.00 


21 GLN NE2 


-21.62 


-6 . 95 


57.55 


15.00 
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21 GLN C 


-19.18 


-10.59 


60.17 


15.00 


21 GLN 0 


-18.3:9 


-li^l 


. 59.33 


15.00 


22 CYS N 


-19.34 




61.36 


; 15.00 


22 CYS CA 


-18.63 


-12.38 


; : -6i#i^ : 


15.00 


22 CYS C 


-19.46 


-13.60 


61,22 


15v;6o 


: 22 GYS 0 


-20.64 


,-13:,.58- 


61.15 


-V 15. 00 
15.00 


22 CYS CB 


-18.52 


Vi2^4 : i ; ; 


63 . 27 


: 22: CYS SG 


-17.94 


-13.95 


64.05 


15.00 


23 GLY N 


-18.68 


.;;;flfi:63 : . 


60^78 


15:06? 


23 GLY CA 


-19.32 


-15 . 82 


60.25 
: 61.32 


15 .00 


23 GLY C 


-19.52 


-16.87 


15.00 


23 GLY 0 


-19,06 


-18.00 


61.18 


15.00 


24 SER N 


-20.24 


-16.49 


: :: 62.37 


15.60 


24 SER CA 


-20.52 


-17.34 


63.52 


15.00 


24 SER CB 


-20. 42 


-16.49 


64.77 


15. 00 


24 SER OG 


-21.27 


-I5v36 


64.65 


15.60 


; 24 SER C 


-21.92 


-17; 95 


63.44 


15.00 


24 SER 0 


-22.54 


-18.24 


64.47 


15.00 


25 CYS N 


-22.40 


-18.17 


62,23 


15.00 


25 CYS CA 


-23.72 


-18.75 


62.04 


15.00 


25 CYS CB 


-24.08 


-18.74 


60.55 


15,00 


25 CYS SG 


-23.06 


-19.79 


59.52 


15,66 


25 CYS C 


-23.81 


-20vl5 


62.66 


15,;66 


25 CYS 0 


-24.90 


-20.59 . 


63 . 05 


15 .00 


25 iNH CI 


-27.01 


-9.79 " 


58.47 


is. 00 


25 tm G2 


-26.33 




59,49 


15.00 


25 INH C3 


-25.12 ■ 


■ -ii-io ; 


59.22 


15 . 00 


25 INH C4 


-24 .57 


-11,08 


57:94 


15.00 


25 INH C5 


-25,26 


r-10.40 


56.92 


: 15 .00 


25 INH C6 


-26,47 


-9.76 


57.18 


15,66 


25 INH c7 


-23.25 


-11.75 


57 .65 


15.00 


25 INH 08 


; , -23 .16 


-13.18 


57.51 .. 


15.00 


25 INH C9 


-22.82 


-l|.83 


56.29 


15.66 


25 INH CIO 


-22.10 


-13:: ? 36; ; ' ■ 


55,22 


15.00 


25 INH Cll 


-23.03 


-15.93 


55.08 


15.00 


25 INH C12 


-22.32 


-15.39 


54.01 


15.00 


25 INH C13 


-21,85 


-14.07 


54 .07 


15.00 


25 INH C14 


-23.54 


-17.29 


55.29 


15 . 00 


25 INH 015 


-24.49 


-17.82 


54.70 


15.00 


25 INH N16 


-22.71 


-17,77 


56.29 


15,60 


25 INH N17 


-22.76 


-19,07 


56.92 


15 .06 


25 INH C18 


-23.27 


-15.13 


56.20 


15.60 


25 INH CI 9 


-22.05 


-19.01 


58,26 


15.00 
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25 INH 02 0 



-21.78 -17 .83 



58V57 ; 15.00 



25 INH C21 


-21.27 


-30.33 


52,84 


15.00 


25 INH G!22 


-20.95 


-30 .49 


54.19 


15.00 


25 INH ;G23 


-20.34 


-29.44 


54.89 


15>:0P 


25 INH £24 


-20.03 


-28 .23 


54,25 




25 INH G25 


-20.35 


-28; 09 


52.90 


is .oo 


25 INH G26 


-20.96 


-29 .12 




15,00 


25 INH G2 7 


-19.35 


-27.11 


55.01: 


i^;0<) 



25 INH C31 


-21.28 


-23.64 


57 . 93 


is; oo 


25 INH C32 


-21.14 


-24.56 


59; 14 


15.00 


25 INH G33 


-22.16 


-25.68 


59.35 


'•:''-iS;: ; 0:d ; ; 


25 INH C34 


-23.25 


-25 .62 


58^28 


15.00 


25 INH C35 


-21.45 


-27,01 


59:33 


15.00 


25 INH C3 *5 


-20.52 


-22.34 


58:22 


is: 66 


25 INH 037 


-19. 37 


-22.35 


58-66 


15. oo 


2 5 INH N3$ 


-21.23 


-21; 24 


57.98 


15.00 


25 INH N39 


-20.81 


-19.86 


58^17 


15.00 


25 INH N40 


-21.01 


-24.34 


56.66 


; 15 ^ 00 


26 TOP N 


-22.67 


-20Y83 


62.82 


15; 00 


26 TRP CA 


-22:65 


-22.16 


63.44 


15.00 


26 TOP CB 


-21.35 


-22.91 


63 .12 


15.0P 


26 TOP CG 


-20.11 


-22.22 


63 ,59 


15. 00 


26 TOP GD2 


-19.48 


-22 ,37 


64 .87 




26 TOP CE2 


-18.42 


-21.44 


64; 92 


i5.:ob 


26 TOP QE3 


-19.71 


-23.18 


65,98 


15/00 


2 6 TOP CDI 


-19 .41 


-21.27 


62.93 


15;[oo 


26 TOP NE1 


-18.40 


-20. 78 


63.72 


15.00 


26 1^ GZ2 


-17.59 


-21.30 


66 . 03 : • 


15.00 


26 TOP CZ3 


-18.88 


-23.05 


67; 10 


15.00 


26 TOP GH2 


-17-84 


-22.11 


67.11 


15i00 


26 TOP C 


-22.85 


-22 -m 


64,96 


1:5.^00 


26 TRP 0 


-23 .57 


-22:86 


65 .55 


15;vO0 


27 ALA N 


-22 .24 


-21.04 


65.57 


: i5.oo 


27 ALA CA 


-22.33 


-20.83 


67 ;pi 


15.00 


27 ALA CB 


-21.35 


-19.78 


67.46 


15.00 


27 ALA C 


-23.74 


-20.47 


67.45 


15.00 


27 ALA 0 


-24.21 


-20 .91 


68.50 


15.00 


28 PHE N 


-24.42 


-19. 66 


66.66 


15.00 


28 PHE CA 


-25.79 


-19.27 


66.96 


15.00 


28 PHE CB 


-26.23 


-18.10 


66.07 


15.00 



25 INH 028 
25 INH C29 
25 INH #6 



-20.01 -25.85 
-20.09 -25.30 
-19.34 -25.70 



55.20 15; 00 
57.40 15.00 




W097/16177 

'•• 28 PHE CG 
28 PHE CD1 

': 28 PHE CD2 
28 PHE CE1 
28 PHE CE2 
28 PHE CZ - 
" : : 2 8 PHE C ' 

28 PHE O ■ 

29 SER N 
29 SER CA 
29 SER CB 
29 SER OG 

■ 29 SER C 

29 SER O 

30 SER N 

. 30 SER CA 
: 30 SER CB 
30 SER OG 

30 ser c : 

30 SER O ■; ' 

31 VAL N 
31 VAL CA 
31 VAL CB ; 
31 VAL CGI .' 

31 VAL CG2 
.■ 31 VAL C 

' : 31 VAL O 

32 GLY N 
32 GLY CA 
32 GLY C 

32 GLY O 

-.. 33 ALA N "■. . 

33 ALA CA 
33 ALA CB 
33 ALA C 

33 ALA O 

34 LEU N 
34 LEU CA 
34 LEU CB 
34 LEU CG 
34 LEU CD1 
34 LEU CD2 
34 LEU C 



PCT/US96/I75I2 

TABLE YI 

-25.67 -16.77 66/49 15; 00 

-24.46 -16.32 65.99 15.00 
-26.35 / ; -15:v98 ;f ' '^livC^^-- 

-23.92 -15.11 66.41 15.00 

-25.81 -14.78 67.84 15.00 

-24.60 -14.35 67.34 15.00 

-26.74 -20.47 66.82 15.00 

-27.62 -20.68 67.66 15.00 

-26.56 -21.25 65.78 15.00 

-27.40 -22.41 65.55 15.00 

-27.05 ' -23.08 . ' 64.23 15.00 

-27.68 -24.35 64.15 15.00 

"27.28 -23.44 66.66 15.00 

"28. 27 -24.06 67.03 15.00 

-26.06 -23.65 ■ ' . 67.16 "■ *S;OQ V- ■ 

-25.79 -24.61 68.22 15.00 

-24.29 -24.72 68.44 15.00 

-23.64 -25.04 67.22 15.00 

-26.44 -24.15 69.51 15.00 

-27.07 -24.93 70.25 15.00 

-26.25 -22.87 69.80 15.00 

-26.81 -22.23 70.98 15.00 

-26.39 -20.75 71.00 15.00 

-27.52 -19.85 71.44 15.00 

-25.18 -20.58 71 .92 15.00 

-28.32 -22.41 70.92 15.00 

-28.95 -22.72 71.94 15.00 

-28.89 -22.27 69.73 15.00 

"30.32 -22.44 69.56 15.00 

-30.76 -23.83 69.97 15.00 

"31.77 -24.00 70.65 15.00 

-30.00 -24.83 69.55 15.00 

"30.28 -26.21 69 :89 15 si 00 

-29.29 -27.14 69.22 15.00 

-30.20 -26.34 71.42 15.00 

•31.19 -26.70 72.06 15.00 

•29.06 -25.98 71.99 15.00 

28.87 -26.06 73.44 15.00 

27.55 -25.42 73.85 15.00 

26.25 -26.10 73.41 15.00 

25.07 -25,21 73:74 15.00 

26.11 -27.45 74.08 15.00 

30.02 -25.41 74.21 15.00 
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34 LEU 0 


-30.59 


-26 -iOl. 


75.13 


15.00 


35 G LU N 


-30.39 


-24:20 


73 .80 


15.00 


35 GLU CA 


-31.46 


-23 : 44 ' 


74.44 


15,00 


35 GLU CB 


-31.63 


-22.08 


73 .77 


15.00 


35 GLU CG ,. : 


. -30.41 


-21-18 


73.87 


15.00 


35 GLU GD ;', 


v; : --3« : ; i : :58 : -;; 


-19.86 




15.00 


35 GLU OE1 


; -31.46 


' • ■ 


. 72.27 i 


15.00 


35 GLU OE2 


-29.83 


-18; 92 


• 73-46 


15.00 


35 GLU C 


-32.79 


-24.17 


74.42 


15.00 


35 GLU 0 


-33,51 


■ -24.18 


75.42 


15,00 


36 GLY N 


-33; 11 


-24.77 


73 . 27 


is. 00 


3 6 GLY CA '"■ 


-34.35 


-25; 52 


73.13: 


15.00 


36 GLY C 


-34.42 


• ^2'6.;;67'. . 


74; 11^ 


15.00 


36 GLY 0 






74.65 . 


15.00 


37 GLN N 


-33.28 


-27.30 


74.37 


15.00 


37 GLN CA 


-33.21 


-28.42 


75.29 


15.00 


37 GLN CB 


-31.94 


-29 .22 . : 


75.05 


15, 00 


37 GLN CG 


-32.00 


-30.06 


73 . 80 


15.00 


37 GLN CD 


-33.19 


-31.00 


'■: 7 3 . 80 


15.00 


37 GLN OE1 


'"■ -33.32 ■ 


; -31:84 


74,69 


15 .00 


37 GLN NE2 


; -34.07 


. -30.83; ; 


72.84 


15.00 


37 GLN C 


/ *33;v28'.; 


-27 .96 


76.74 


15.00 


37 GLN 0 




-28.58 


77.58 


15.00 


38 LEU N 


-32.64 


-26.83 


77 . 01 


15.00 


38 LEU CA 


-32.62 


•>2:6^;25;- ■ 


78.35 


15.00 


38 LEU CB 


-31.77 


-24.98 . 


78.37 


15.00 


38 LEU CG 


-31. 54 


-24.37 


79.75 . 


15,00 


38 LEU CD1 


-30.73 


-25.34 


, 80.61 


15.00 


38 LEU CD2 


-30.82 


-23.05 


79.63 


15.00 


38 LEU C 


-34.04 


-25.95 


78.83 


15.00 


38 LEU 0 


-34.31 


-25.95 : 


80.02 


15.00 


39 LYS N 


-34 . 94 


-25.65 


77.90 


15.00 


39 LYS CA 


-36.32 


-25.38 


78.26 


15.00 


39 LYS CB 


-37.04 


-24.66 


77.12 


15.00 


39 LYS CG 


-38:53 


-24.45 


77.32 


15:00 


39 LYS CD 


-38.85 


-23 .47 ■. 


78.43 


15.00 


39 LYS CE 


-40.35 


-23.46 


78.70 


15.00 


39 LYS NZ 


-40.71 


-22.74 


79.94 


15.00 


39 LYS C 


-36.98 


-26.72 


78.54 


15.00 


39 LYS 0 


-37.63 


-26.90 


79 . 57 


15.00 


40 LYS N 


-36.73 


-27.68 


77 .65 


15.00 


40 LYS CA 


-37.28 


-29.03 


77.72 


15.00 


40 LYS CB 


-36.61 


-29.90 


76.66 


15.00 
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40: LYS CG -37 .25 -31.25 76.41 15,00 

40 LYS CD -38.51 -31.10 75.61 15.00 

40 LYS CE -39 .15 -32.44 75.34 15 .00 

40 LYS NZ -38.32 -33.29 74.44 15.00 

40 LYS C -37.07 -29.66 79.08 15.00 

40 LYS O -37.99 -30.28 79.63 15.00 

41 L XS N "35.87 -29.50 79.64 15.00 
41 LYS CA -35.54 -30.10 80.93 15.00 
41 LYS CB -34.07 -30.55 80.94 15.00 
41 LYS CG -33.59 -31.28 79.68 15.00 
41 LYS CD -34.50 -32.44 79.28 15.00 
41 LYS CB -34.05 -33.08 77.96 15.00 
41 LYS NZ -35.06 -34.05 77.42 15.00 

41 LYS C -35.79 -29.20 82.14 15.00 
: V 41 LYS P -36.48 -29.59 83 .09 15; 00 

42 TOR N -35,20 -28.01 82.11 15;00 
42 TOR CA: -35.30 -27.03 83.19 15.00 
42 TOR CB -34.20 -25.98 82.99 15.00 
42 TOR 0G1 -32.95 -26.64 82,85 15.00 
42 TOR CG2 -34 . 13 -25.03 i 84,17 15 .00 
42 TOR C -36.64 -26.32 831438 15.00 

42 TOR 0 -36 . 96 -25. 86 84 .48 15.00 
43GLYN -37.43 -26.23 82.31 15.00 

43 GLY CA -38.70 -25.53 82.38 15.00 
;43 GLY C -38.52 -24.01 82.29 15.00 

■ 43 GLY 0; , >39. 48 -23,25 : ^ 82^34-/ 15.00 ' 

44 LYS n; -37.27 -23.57 82.16 15.00 
44 LYS CA -36.94 -22.15 82.05 15.00 
44 LYS CB -36.25 -21.65 83.33 15.00 
44 LYS CG -37.19 -21.45 84.50 15.00 

• 44 LYS CD -36.45 -21.05 85,78 15.00 

• 44 LYS: CE ■ ' -35V71 -22.21 86; 39 15,00 ■ ■ 

44 LYS -36.62 -23.38 86.62 15.00 

44 LYS C -35.98 -21.98 80.87 15.00 

44 LYS :0 -35.10 -22 .82 80:66 15,00 
; 45 LEU N -36.17 -20.92 80:10 15.00 

45 LEU CA -35.33 -20.65 78.93 15.00 
45 LEU CB -36.23 -20.21 77.77 15.00 
45 ^ CG -35.64 -20.07 76.38 15.00 
45 LEU CD1 -35.28 -21.42 75.82 15.00 
45 LEU CD2 -36.67 -19.42 75.52 15.00 
45 LEU C -34.33 -19.56 79:25 15.00 
45 LEU Q -34.59 -18.70 80.09 15,00 



WO 97/I6I77 
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46 LEU N 
46 LEU CA 

46 LEU CB 

4 € LEU C?G 

■:j^6;ri^:|GDl. 
: 46 LEU GD2 
>;4€y : LEU;-j : Gi : '''. 
;46>£%; ; ,p:.;': 

47 ASN N 
47 ASN CA 
47 ASN CB 
47 ASN CG 
47 ASN OD1 

47 ASN ND2 

; : 4-7 ; ASN : ^G-: ;% 

•4 7 ASN 0 

48 LEU N 
48 LEU CA 
48 LEU CB 
48 LEU CG 
48 LEU CD1 
48 LEU CD2 
48 LEU C 

48 LEU 0 

49 SER N 
49 SER CA 
49 SER CB 
49 SER OG 
49 SER C 

49 SER O 
5 0 PRO N ; 

50 PRO CD; 
50 PRO CA 
50 PRO CB 
50 PRO GG 
50 PRO G 

50 PRO O 

51 GLN N 
51 GLN GA 
51 GLN GB 
51 GLN CG 
51 GLN CD 
51 GLN OE1 



TABLE 

-33.18 -19 .57 

-32.16 -18.56 

-31.30 -18.93 

-30.51 -17.78 

-31.46 -16.70 

-29. 69 -18.27 

-31.27 -18.40 

-31.02 -19.36 

-30.83 -17.17 

-29.98 -16,89 

-29.92 -15.38 

-31.27 -14.80 

i>31.93 -14.22 

-31:. 71 . -14,94 

-2$. 57 -17.16 
-27.91-16.86 

-28.10 -18.32 

-26.75 -18.84 

-26.70 -20.31 

-27.60 -21.19 

-27.18 -22.64 

-27.50 -20,77 

-25.77 -18.04 

-26.14 -17.34 

-24.50 -18.13 

-23.47 -17.36 

-22; 34 -17.06 

-21.34 -16.25 

-22.89 -17.98 
-22.29-19.06 

-23.67 -17.31 
-24:^5-16.24 

-22.55 -17.77 

-•23.37 -16.96 

-24; 61 -16.59 

-21.09 -17.37 

-20.29 -18.01 

-20.74 -16.27 

-19.37 -15.78 

-19.30 -14.45 

-17; 93 -13.77 

-17.55 -13.17 

-18,39 -12.57 



78.58 15.00 

78.80 15.00 

80.01 15.00 

80,61 15.00 

81.06 15.00 

81.78 15.00 

77.56 15;. 00 

76.85 15,00 

77.29 15 . 00 

76.13 15.00 

75 .84 15.00 
:75,53;J^:;l$;i:po| 

76.41 15; 00 

74.29 15.0b 
76139 15.00 

77.30 15 .00 
75.61 15.00 
75,78 15,00 

75.39 15,00 
76; 26 is. 00 
76.10 15.00 
77.73 15.00 
74.98 15.00 

74 .04 15.00 
75.34 15.00 
74 . 67 15 . 00 
75 . 64 15.00 
75,03 15.00 

73.40 15:00 
73.45 15.00 
72.24 15.00 

72.05 15.00 
70.95 15.00 
69.95 15; 00 
70.71 ISCOO 
70.86 15,00 
70.19 15.00 
71.52 15,00 
71,56 15.00 

72.33 15.00 

72.34 15.00 
71,00 15.00 
70.31 15.00 



WO 

51 GLN NE2 

^ 51 O : 

52 ASN GA 

. • 52 ASN GDI 

52 ASNf ND2 
52 ^ ASN G . 

;'SS2j ASN o ;. 
• 53 LEU N . 

53 LEU CA 
53 LEU CB 
53 LEU CG 
53 LEU CD1 
53 LEU CD2 
53 LEU C 

■ 53 LEtf 0 i 

;; ^:{:54 VAL GA 
. 54 VAL CGI ■ 

, : ;:;55 ; .;A5F;:C^: V 
• 55 ASP CB • 

' 55 J^P CG '. : 
55 ASP OD1 
55 ASP OD2 
. . 55 ASP G , 

55 ASP Q : 
j5 : 6^^:::.N: : " : - 

. 56 CYS CA ' • 

^'•V•;•-5:6^CTS••:C^• 
/■56>CYS:0.'-' 

56 CYS CB 

/;56V<^ vSG- - 

57 VAL N • 
; 57 VAL CA 

57 VAL CB 



TABLE VI ; 



-16.29 


-13.29 


70.64 


15.00 


-18.53 


-16.82 


72 .26 


15.00 


-17.45 


-17.17 


71.80 


15/00] 


-19.03 


-17.33 


73.38 


15.00 


-18.30 


-18.34 


... 74.14 


15 .00 


-19.20 


-18.91 


75.24 


15 .00 


-18.51 


-19.98 


76.10 


15.00 


-19.13 


-20 . 54 


76.99 


15; 00 


-17.23 


-20.22 


75.86 


15^00 


-17.86 


-19.45 


73.19 


15.00 


-16.70 


-19. 87 


73.22 


15.00 


-18.76 


-19.88 


72.32 


is- go 


-18.42 


-20 . 92 


71.38 


15.00 


-19.66 


-21.39 


70.63 


15:0b 


-20.68 


-22. 14 


71.49 




-21.63 


-22.88 


70.59 


15.6 b 


-19.98 


-23.13 


72.38 


15, # 


-17.35 . 


-20.41 


. 70.42 ' 


15.00 


-16,28 


-21.02 


70.31 


15.00 


-17. 61 


-19.27 


69.79 


15.00 


-16.68 


-18.63 


68; 86 


15 . 00 


-17.16 


-17.18 


68.52 


15.00 


-16.02 


-16.35 


67.96 


15 ,00 


-18.31 


-17.21 


67.54 


15.00 


-15.24 


-18.57 . 


69.37 


15.00 


-14 .31 


-18.91 


68 . 66 


15.00 


-15.07 


-18 ; 14 


70.61 


15; 00 


-13,75 


-18.00 


71.21 


15.00 


-13.78 


-16.96 


72.33 


15.00 


-14.29 


-15.61 


71.87 


15i00 


-14.16 


-15.30 


70.67 


;--iS:,:bp:.:. 


-14.79 


-14.85 


72.72 


: '' 15-00 i 


-13.10 


-19.26 


71.77 


15.00 


-11.88 


-19.33 


71.86 


15; 00 


-13.89 


-20.25 


72.17 


15.00 


•13.31 ■■ r 


-21.45 


72.77 


15.00 


•13.25 '•; 


-22.75 


71.96 


15. 00 


•12.44 


-23 . 62 


72.27 


15.00 


13V98 


-21.73 


74.11 


15.500 


14,30 


-20.24 


75.11 


15.00 


14.09 


-22.89 


70.94 


15.06 


14 .08 


-24.13 


70 .16 


15.00 


15.43 


-24.34 


69.42 


15.00 
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57 VAL CGI 


-15.47 


-25.73 


68.80 


15,00 


57 VAL CG2 


-16.59 


-24.17 


70 . 38 


15.00 


57 VAL C 


-12.91 


' -24.19 


69 .18 


15,00 


57 VAL 0 


-13.08 


-24 .04 


67. 9> 


'•• 15 ; 00 


5 8 SER N : 


v^ii;7i 


-24 .46 


69070 


15.00 


58 SER CA 


-10.50 


■ -24.55 


68,89 


15.00 


58 SER CB 


-9.34 


—25,09 


' ;■; 


15.00 


58 SER 06 


-9.08 


; -24.27 


70.85 


15.00 


V58: SER- e : :f : ' 


-10.61 


-25.37 


67.62 




58 SER 0 


-9.84 


-25.18 


66.70 


15.00 


59 GLU N 


-li.57 


-26.29 


67.56 


15.00 


59 GLU CA 


-11.71 


-27.13 


66.38 


15.00 


59 GLU CB 


-12 .49 


-28.41 


66.73 


15,00 


59 GLU CG 
59 GLU CD 


-11 .81 
-11.90 


-29.30 
-28,75 


67.75 
69.16 


15,00 
15.00 


59 GLU 0E1 


-12,96 


-28.18 


69151 


15.00 


59 GLU 0E2 


-10.92 


-28.91 


69.91 


15.00 


59 GLU C 


-12.39 


-26.41 


65.23 


15.00 


59 GLU 0 


-12.46 


-26.91 


64.11 


15.00 


60 ASN N 


-12.93 


-25.24 


65.53 


15.00 


60 ASN CA 


-13.61 


-24 .41 


64,53 


15.00 


60 ASN CB 


-14 . 99 


-24.01 


65.03 


15.00 


60 ASN CG 


-15 . 97 


-25.16; 


65.02 


15.00 


60 ASN OD1 : ' 


-17>03 


-25.09 


65.63 


15.00 


6 0 ASN : ND2 


-15.62 


-26,23 


64.31 


15.00 


60 ASN C 


-12.75 


-23.19 


•!^.^7/'. 


15.00 


60 ASN 0 


-11.79 


-22.94 


64.98 


: 'vl^0() ; - 


61 ASP n 


-13.12 


-22 .41 


63;vMf: ■ 


15.00 


61 ASP CA 


-12.36 


-21 .23 


62.8$ 


15.00 


61 ASP CB 


■ -12.21 . 


-21.20 


' -■61:.3^ : 


15.00 


61 ASP CG 


-10.99 


-20.43 




15.00 


61 ASP OD1 


-10.38 


-19.70 


61:71 


::. ; :i5;:,00; : : 


61 ASP OD2 


-10 . 63 


-20 .55 


59 .;71; : :' : 


15.00 


61 ASP C ' : 


-12.92 


-19 .89 


S3V39 ' ; : 


15.00 


61 ASP 0 


-12.71 


-18 .86 


62.76 


15.00 


62 GLY N 


-13.61 


-19.89 


64,52 "■: 


15,00 


62 GLY CA 


-14.16 


-18. 66 


65.06 


15,00 


62 GLY C 


-15.11 


-17.97 


64,10 


15^00 


62 GLY O 


-16.17 


-18.50 


63.79 


15.00 


63 CYS N 


-14 . 73 


-16 .79 


63.62 


15.00 


63 CYS CA 


-15.56 


-16.06 


62.67 


15.00 


63 CYS C 


-15.39 


-16.55 


61.24 


15.00 


63 CYS O 


-16.01 


-16.03 


60.31 


15.00 



OS I 
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63 CYS CB 


-15V28 


-14.56 


62:73 


15.00 


63 CYS SG 


-15; 94 


-13.72 


64.20 


is^oo 


64 GLY N 


-14; 52 


* :-17v54- 


61.06 


13.00 


64 GLY CA 


-14-28 


-18.09 


59.74 


.. is;, oo 


64 GLY C 
64 GLY 0 


■ -15.24 

■ #5K : 4;2: 


-19.23 
-19.63 


59.47 
■ 58.32 


15.00 
15 . 00 


65 GLY N 


• ; rl5 . 85 




60v52 


15 r 00 


65 GLY GA; 


-16.79 


-20.86 


:\ 


15.00 


: 65 GLY C 


-16,54 


-22.03 


: 61:25 


15.00 


65 GLY 0 


rl5V56 


-22.04 


62.00 


15.00 


66 GLY N 


• -17>42 


-23.02 


6lVl9 : 


15.00 


66 GLY CA 


-17.29 


-24.19 


. 62 .03 


: 15.00 


66 GLY C 


r^8;; ? |Q.; 




61.96 


15:;O0 


66 GLY O 


-19.48 


V:^24:;^:6v ' 


61.32 


15,00 


67 TYR N 


-18.43 


; : :!-26:|25\ : . 


.'•;lS2,^2j " 


15.00 


67 TYR CA 


-19.53 


-27.20 


:'--;62x^2- ■ 


15.00 


67 TYR CB 


-19.02 


-28.60 


V: 62;^32 ; .: 


15.00. 


67 TYR CO 


... -18:35;. 


-28.77 


60.99 


15.00 


67 TYR CD1 


-19.08 


-29.16 


59.86 . 


15; 00 


67 TYR CE1 


-18.46 


-29/38 


58.65 ' 


1S\ 00 


67 TYR CD2 


-16.98 


-28.59 


60.86 


15.00 


67 TYR CE2 


-16.36 


-28. 8i 


59 .65 


15.00 


67 TYR CZ 


-17.10 


-29.20 . 


•.,^5^5;,;: 


15.00 


67 TYR OH 


-16.46 


-29. 4i 


;'; : ;5M;:i;s;>- ; 


15.00 


67 TYR C 


: : > -20:23 :;. 


-27.22 


■ ; : ; .-63:;;,97;' : ; . 


; ?;i5v : :6 : o. 


67 TYR 0 


-19.59 


-27; 04 


65.00 


15.00 


68 MET N 


-21.52 


- -27.51 


63.96 


15.00 


68 MET CA 


-22.31 


-27; 57 


65.19 


15.00 


68 MET CB 


-23:81 


-27.69 


64.91 


15.00 


68 MET CG 


1-24.46 : 


-26.48 


64.23 


'■;isviop- : 


68 MET SD 


-24.10 




■-'i62::;47 : '.:' 


.Ji|.-O0. 


68 MET CE 


'■-^25v;07;--.' 


-27.56 


61.75 


15.00 


68 MET C ; 


-21.86 


-28.72 


66; 6> 


15.00 


68 MET O 


' -21.76 - 


-28.56 


67.30 


15.00 


69 THR N 


-21.54 : 


-29.86 


65.49 


15.00 


69 THR CA 


-21.10 


-31,02 


66.26 


15 .00 


69 THR CB 


-20.78 


-32.22 


65.35 


15.00 


69 THR OGl 


-20.01 


-31 ,77 . 


64 .24 


15,00 


69 THR CG2 


-22.06 


-32.86 


64.85 


15.00 


69 THR C 


-19.88 


*3 : bl^i.--' : 


67 . 11 


15.00 


69 THR 0 


-19.77 . 


-31.19 


68.25 


15.00 


70 ASN N 


-18.97 


-29.89 


66.59 


15.00 


70 ASN CA 


-17.77 


-29.52 


67.33 


15.00 
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70 AS^ 


-16,79 


-28; 76 


66.46 


70 ^^0G-. 




-29.65 


65.58 




-15.42 


-29,19 


64: 60 






-30,93; 


65.92 




-J.O ,11 




CO cc 

00.55 




-19.12 


-28V 77 
-27.80 


69.59 
68.40 






;- : ,-2;6.' i ;i9i-:': 


69.47 




-20; 58 


'■'- 2 5v9l:. : 


68.94 


'7i. : ;j^ ; rC ; ; "•• • 

,.;7;li^ 


• . -20.15 


" -27,71 . 


70.63 


72 PKE N 


-21.03 


-28.66 


' 71.78 
70.31 




: , : :^2%64, . 


-29.51: 


71.33 


7 ; 2V;|i^i:-§B; :; 1 


: : /-22 ; i57^ . 


-30.54 


70,69 


72 PHilTC c 


-23.72 


t29.;93: 


69 . 96 


72 HIE CDl 


: .:-24. ; 28 : V 


-28.73 


70.39 


72 PHE CD2 


-24.24 


-30.55 


68.84 


72 PHE CE1 


-25.33 


;;-28;i:i6i;. : 


69 ;70 




-25.30 


: : '^29y:9:8V,'' 


68.15 


7 2 


-25.84 


-28.78 


68.58 


12 ; : Pip|i|::--,;; : - : : 


-20.53 


-30.25 


72 i 07 


72 PHE O 


-20.43 


Mm&& : 


73.31 


73 GLN N 


-19.67 


-30; 90 


71.31 


73 GLN CA 


-18.56 


-31,66 


71.86 


73 GLN CB 


-17.68 


-32.20 


70.72 


.:73:: : ':^ 


T i6.78 


;:-33;V:4i0:;'- 


V 71.09 


73 GLN CD 


-17.54 


.-3.4.:73-' ;; 


71.21 


73 qEl 


-17.47 


-35.58 


70.31 


7 3 Gill NE2 


-18.21 


• -34 .94:: -■ 


72.35 


73 GLN C 


-17.76 


-30,78 


72 .84 


73 ;Gi^:'0; 


-17.33 


• f -3 : i,.25 : v' 


73.89 


: '74^^y ; p/:;-*;;: 


-17 . 62 


-29.50 


72.53 


74 


-16.8? 


-28.59 


73.40 




r-16;70 


-27.22 


72.75 


74: TYR ^ 


^16.35 


-26.13 


73,74 


74 TYR GPl 


-15 .J0 9 :; ' 


-26 .05 


74,30 


74 :TY^ : - 


■ ^14.77 ' 


-25,07 


75.22 


74 TYR CD2 


• ^i7:v30- ■' 


-25:.18ir:': 


74.12 


74 Ck2 


-17.00 


^24;;.-i : 9:.v 


75.04 


74 TYIl CZ 


-15.73 


-24.14 


75.59 


7 4 ^ OH 


-15.42 


-23.15 


76.51 


74- : T£&£r : l;^ 


. --17 . 5 8 


-28.38 


74; 73 




-16.93 


-28.39 


75.78 



PCI7US96/17512 " 

15,00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15.00 
15.00 
15.00 

is.oo 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 
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PCT/USW17512 



75 


; VAVN ; /> 


:: 75 


VAL CA 


:;:|5 


VAL CB 


:M 


;';^u,J--:cGi : 


?: 75 


VAL CG2 


75 


:'VAti?c: 


75 


VAL 0 


76 


N 




GLN CA 


76 


GLN CB 




GLN CG 


76 


GLN CD 


76 


GLN OE1 


76 


GLN NE2 


76 


GLN C 


76 


GLN O 


77 


LYS N 


77 


LYS CA 


77 


LYS CB 


77 


LYS CG 


77 


LYS CD 


77 


LYS CE 


77 


LYS NZ 


77 


LYS C 


77;. 


LYS 0 


78 


ASN N 


78 


ASN CA 


78 


ASN CB 


: ?8;i 


ASN CG 


78 


ASN OD1 


78 


ASN ND2 


78 


ASN C 


78 


ASN 0 


79 


ARG N 


79 


ARG CA 


79 


ARG CB 


79 


ARG CG 


79 


ARG CD 


79 


ARG NE 


79 


ARG CZ 


:79:: : ; 


ARG NH1 


79 


ARG NH2 


79 


ARG C' :; :- ' - 



TABLE 

-18.88-28.12 

-19.68 -27.89 

-21.15 ^-27.58 

-21.95 -27.27 

-21.22 -26.39 

-19.62 -29.10 

-19.60 -28.96 

-19.59 -30.29 
-19:51-31.51 

-19 .75 -32.69 

-19.79 -34.05 

-19.56 -35.13 

-20.03 -35.04 

-18.78 -36.13 

-18.14 -31.60 

-18.03 -31.59 

-17.68 -^31,61 

-15.72 -31.70 

-14.70 -31.55 

-13.27 -31.34 

-12.32 -31.10 

-10.89 -30 .81 

-10.30 -31. 95 

-15,45 -30.64 

-14.81 -30.91 
-15.92-29,42 
-15.74-28.29 

-15.98 -27.00 

-15.69 -25.76 

-14.58 -25.59 

-16.67 -24.87 

-16.68 -28.34 

-16.42 -27.72 

-17.79 -29 .06 

-18.78 -29.18 

-18.14 -29.76 

-17.67 -31.20 
-16.65-31.59 

-17.15 -31.38 

-18.16 -32.06 

-18.78 -33.03 

-18.62 -31.70 

-19.45 -27.84 



1*$ 



74.67 15 s 00 

75,88 15; 00 

75:52 ISiOO 

76.78 15.00 

74.55 15 1 00 

76.80 15.00 

78 . 03 15.00 

76.21 15.00 
76.98 15.00 
76.05 15.00 
76.69 :i5.00 
75.66 15.00 
74^53 15.00 
76.03 15.00 
77.64 15.00 
78.86 15.00 
76.84 15.00 
77.36 15.00 

76.22 15.00 
76.69 15:00 
75.51 15 .00 
75.97 15.00 
76.76 15.00 

78.42 15 . 00 
79.45 15.00 
78.17 15.00 
79.06 15.00 
78.28 15 .00 

79.10 15,00 
79.62 15.00 
79.19 15.00 

80.25 15.00 
81.28 15.00 

80.11 15,00 
81.16 15.00 

82.43 15.00 

82.26 15.00 
83.33 15.00 
84.68 15.00 
85.22 15.00 
84, 55 15.00 
86.43 15.00 

•81.45' 15.00 



■ . •• ' : ;: :: 0tin6w: ; ■ . . ' pcr/us9d/i7si2 • 







TABLE VI 




79 ARG G "•' 


t19.31 


-27.30 


82.55 


15.00 


^0 GLY 


•'^qji'iaC 


-27.28 


80.45 


15.00 


•80;GLY <CA 


• -20.82 


-26; 02 


80 .66 


15.00 


80 GLY C 


-20.62 


-•24.91 


79 . 64 


15.00 


80 GLY 0 


■ #9;56: :; 


-24; 82 


79.00 


15.00 




:-21.:64 r 


-24vOS 


79.48 


15.00 


fl'iviLE ga ; . 


-21.59 


-22.95 


78.57 


15.00 




-22.30 


•':|i3}.23- 


77.22 


15.00 


81 ILE CG2 ' 


'/ -23 .^77 ■ 


-23.52 


77.45 


15.00 


81 ILE dGl ■. 


: -22.10 . 


-22 .05 


76.27 


15.00 


81:j ILE GDI ' 


-22; 84 


• ;--22;;i6 ; 


74.96 


15.00 


81 ILE C , 


-22 ^24: 


-21.75 


79.25 


15.00 


81 ILE 0 


-23.28 




79.90 


15.00 


82 ASP N 


. -21.61 




79.11 


15.00 


82 ASP GA ' 


■ ; : " ^22: : .i;il,": 


-19.37 


79.71 


15.00 


82 ASP CB 


-21.03 


-18.29 


79.64 


15.00 


82 ASP CG 


-19.90 


-18.53 


80.58 


15.00 


82 ASP OD1 


■-18.82 ' 


-17.98 


80.34 


15. 00 




-20.09 


-19.26 


81.58 


15.00 


|;82V:ASP iG •. 


/ : 'v-23:V3;6;,: 


-18.81 


79; 09 


15.00 


82 ASP 0 


-23; 69 


-19 .07 


77.93 


15,00 




-24. 07 


-18 .02 


79.89 


15.00 


83 SER GA 


-25.27 


-17.36 ■ 


79.44 


15:. 00 


83 SER CB 


-26.09 


-16.90 


80.64 


15.00 


83 :ser og 


-25.27 


-16.23 


81.59 


15.00 


8 3 SER C 


-24.75 




rjo fir 


15.00 


83 SER 0 


■ ' -23 .57 •■ 


-15.79 


78.79 


1 5 ; OO 


84 GLU N 


-25.61 ■ 


-15.54 


77.86 


15.00 


^4;; : :dL^:;:GA/ ; 


-25.25 


-14.36 


77 .07 


15,00 


84 G LU CB 


-26.46 


-13.84 


76.31 


15.00 


84 GLU CG 

;%4 ;?: gi^:';^e» 


-26.17 

■ -< : t25::..3;1. - 


-12.64 


75.43 


15.00 


84 GLU OE1 


-24.08 


-12.99 
-12.98 


74.24 
74.38 


15.00 
15.00 


84 GLU OE2 


-25.87 


-13.29 


73.17 


15.00 


?84'; : ^U>C''V . 


-24.70 


-13.27 


77.99 


15.00 


84 GLU 6 ■ " ■ 


-23.53 


-12.89 


77.88 


15-00 


; :8:S:;;« : p:,'N-' : '- 


-25.51 


-12.82 


78.94 


15 . 00 


85 ASP CA 


-25.09 


-11.79 


79.87 


15. 00 


85 ASP CB 


-26.13 


-11.60 


80.99 


15 . 00 


85 ASP CG 


-25,66 


-10.63 


82.08 


15.00 


85 ASP ODl 


-25 .92 


-10.88 


83.29 


15. 00 


85 ASP OD2 


-25.03 


-9 .60 


81.73 


15 . 00 


85 ASP C 


-23.72 


-12.09 


80.49 


15 .00 



85 ASP Q -22.91 

86 ALA N -23 .45 
86 ALA CA -22.18 
86 ALA CB -22.25 
86 ALA C -21.01 

86 ALA O -19.91 

87 TYR N -21.26 
87 TYfc GA -20 . 23 
87 TYR CB ; -19i77 

>87:^^r -18.42 

87 TYR CD1 -1*7. 96 

87 TYR CE1 -16.74 
87 <1tty^ii -17.62 

87 TYR CE2 -16.40 

:87 TYR CZ -15.96 

87 TYR OH -14.75 

87 TYR G -20.93 

87 TYR O -21.57 

88 PRO N -20.90 
88 PRO CD -20 .42 

:::;8^,PRQ:;:^: : ; -21.52 

88 PRO CB -21.33 

88 PRO CG -21.34 

88 PRO C -20.91 

88 PRO O -19.74 

89 K -21,73 
89 TYR CA -21.35 
89 TYR CB -22 . 56 
89 TYR CG -22 . 24 
89 TYR CD1 -21 . 3 8 
89 TYR CE1 -21.06 
89 TYR CD2 —22 .78 
89 TYR CE2 -22.47 
8? TYR CZ -21.61 
89 TYR OH -21.27 
89 TYft C -20.85 

89 TYR O -21. 52 
9 0 VAL N -19 . 6 5 

90 VAL CA -19 . 07 
90 VAL CB -17.75 
90 VAL CGI -17 .97 
90 VAL CG2 -16 . 65 
90 VAL C —18.88 



TABLE VI 



-11.18 


.80'. 65 


15.00 


-13.34 


80.81 


15.00 


-13.67 


81.44 


15,00 


-15.05 


82.03 


1500 


-13.56 


80.47 


15.00 


-13.17 


; 80.86 


IS. 00 


-13.89 


79.21 


15.00 


-13.85 


78.18 


15.00 


-15.27 


77.87 


15.00 


-15.39 


77.19 


15.00 


-14.41 


76.30 


15.00 


-14.56 


75.65 


15.00 


-16.52 


77.40 


15.00 


-16.67 


76.76 


15.00 


-15.69 


75.88 


15.00 


-15.83 


75.25 


15. 00 


-13.23 


76.97 


15.00 


-13.94 


76.19 


15^00 


-11.90 


76.86 


15.00 


-10.97 


77.90 


15.00 


-11.15 


75.78 


15.00 


-9.70 


76.23 


15.00 


-9.81 


77.71 


15.00 


-11; 38 ■ 


74.39 


15.00 


-11.74 


74.25 


15.00 


-11.12 


73.38 


15 .00 


-11.29 


71.99 


15.00 


-11.78 


71.18 


15,00 


-12:15: 


69.76 


15,00 


-13.20 


69.47 


15.00 


-13 .53 


68.17 


15.00 


-11.44 


68.70 


15.00 


-11.76 


67.39 


15.00 


-12 .79 


67.13 


15,00 


-13.08 


65i83 


15.00 


-9.95 


71.48 


15,00 


-8.92 


71.64 


15 .00 


-9.94 


70.91 


15.00 


-8.71 


70.39 


15 .00 


-8.36 


71.12 


15 . 00 


-8.36 


72.62 


15.00 


-9.33 


70.74 


15.00 


-8.78 


68.87 


15.00 



«4 



TABLE VI 



90 VAL O 

91 GLY N 
91 GLY CA 
91 GLY G 

91 GLY O 

92 GLN N 
92 GLN GA 
92 GLN CB 
92 GLN CG 
92 GLN CD 
92 GLNOEl 
92 GLN NE2 
92 GLN G 

92 GLN O 

93 GLU N 
93 GLU CA 
9 3 G LU CB 
93 GLU CG 
9 3 GLU CD 
93 GLU OE1 
93 GLU OE2 
9 3 GLU C 

93 GLU O 
9 4 GLU N 

94 GLU CA 
94 GLU CB 
94 GLU CG 
94 GLU CD 
94 GLU OE1 
94 GLU OE2 
94 GLU C 

94 GLU O 

95 SER N 
95 SER CA 
95 SER CB 
95 SER OG 
95 SER C 

95 SER 0 

96 CYS N 
96 CYS CA 
96 CYS C 
96 CYS O 
96 CYS CB 



-18 54 


' -7' 7 fl 


-19 08 

X^ • . V ©' 

-18 95 


-10 12 


-17 .55 


-10 .23 


-17 . 34 


-9 87 


-16; 61 


-10 80 


-15 • 24 


-10.95 


: ; -l : i>i:56':"- 


:.-9v : 58: 


-14.68 


'-'^72 


-ii-: : 59;- 


'.: -7.67 




-7 72 


-13^56 


-6^ 72 

: -V... ;# Ai- 




•• -ii':'- Q£ 

••■ X^ '«■ o u 


•r"l4-. : 78:^ 


• -11 97 


-^13 .43 ■'. 
-12 : 64 


-12 52 
-13 42 


-li.68 


• '.-—":* — — • 

-14.28 


-12.31 


-15,10 


-11 63 

— X «» Vr , 


-14 87 


-11 94 


-15 fil 

. X«s • Ol 




-13- 94 

"■13 


-11 84 

. XX • 


-12 iS 2 


-11 41 • 
-11 61 


-11 49 

-13 26 


—.— •** — . ■ 
-10.88 ■ 


■ ■■■ XJ tAW; 

-12 ;70 


-ii # ;Sl 


-11 81 

XX * ox 


-13^19 


;-rl2. 42 


-14 Qfi 


- 1 1 70 


-11 99 


-10 4 '5 


-14 83 


- 1 2 ft 
— X6 • JO 


.10 qo 
-10 89 


— 13 QO 

XJ . 

-1 5 02 


-9.81 
-9.43 


-13.73 
-14.85 


-8 15 


_1 A A") 


-7 20 


-1 T 

ij . a.». 


"1U .0*6 


-13 .42 


-11.48 


-14.67 


-10 . 69 
^11.76 


-16.75 


-11.74 


-17.45 
-16.96 


-10.73 


-17.09 


-11.53 


-18 .97 



68 . 23 15 . 00 

68.30 15.00 

66.86 15.00 

66.27 15; 00 
65.12 15.00 

67.01 15.00 
66.50 15 .00 

66.41 15.00 
67. 67 15.00 
67.79 15.00 
68.72 15,00 
66.85 15.00 

67.43 15.00 
68.62 15.00 
66.89 15.00 
67.71 15 ,00 
66.89 15.00 

65.78 15.00 

64.44 15.00 
63.48 15.00 
64.33 15.00 
68.71 15.00 

68.44 15.00 
69.85 15. 00 
70.98 15.00 

71.79 15.00 
71.93 15.00 
72.92 15.00 
72.96 15.00 
73. 64 15, 00 

71.80 15 . 00 

71.45 15.00 
72 .91 15.00 
73.75 15.00 
74.71 15.00 
73.98 15.00 
74.52 15.00 

75.02 15.00 
74.57 15.00 

75.28 15.00 
76.71 15.00 

77.42 15.00 
75.20 15.00 
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96 CYS SG 


. -rl2.62 


-20.03 


■ 76.22 


97 MET N 


-12;,*5 




77.14 


97 MET CA 


• -12.96 


-15. 85 


78.49 


97 MET CB 


-13.32 


V14.36 


78.39 


97 MET CG 


-12.29 


•—13. -51. 


77,69 


97 MET SD; 


-13.01 


-11.9>8 


77 .03 


97 MET GE 


-14.07 


Vri£y|4 


78.40 


97 MET C 


.. -14-03 


-16.60 


79.28 


97 MET 0 


-14.87 




79.96 


98 TYR N 


-13.98 


-17.93 


79.21 
79.91 


98 TYR CA 


-14.96 


;-18-;:7;4;'; 


98 TYR CB 


-14.69 


-20.23 


79.71 


98 TYR CG 


-15.74 


-21.10 


80.34 


98 TYR CDl 


-17; 08 


-20.99 


79.97 


98 TYR GE1 


-18.07 


-21.74 


80.59 


98 TYR CD2 : 


■ : V^15:.-41: 


-22; 00 


' 81,36 


98 TYR GE2 


. ; ^16. 40 


-22,76 


81.98 


98 TYR GZ 


-17.72 


-22.62 


81 .60 


98 TYR OH 


. -18 .70 


-23.34 


82.23 


98 TYR C 


-15.03 


-18.43 


; 81.39 


98 TYR 0 


-14.01 


-18.38 • 


82.08 


99 ASN N 
99 ASN CA 


-16.25 

. ' rl6 : v49;i 


-18.27 

^i^a7; : -. 


81.88 

-;83,2B-' 


99 ASN CB 


■■-17^29- : ; 


-16.66 


•:£3;y38- 


99 ASN CG 


-17.66 


; : -l6;.:33;- 


84.80 


99 ASN OD1 


-16 ,88 
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66.20 15.00 
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55.60 15.00 
55.60 15.00 
54.28 15.00 
54.36 15.00 
55.15 15.00 
55.00 15.00 
54.97 15.00 
53.32 15.00 
53.66 15.00 
52.10 15.00 
51 . 07 15.00 

49.72 15.00 
48.57 15.00 

47.49 15.00 

48. 73 15 .00 
50.99 15.00 
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TABLE VI 

136 ASP 0 . -:f^29v3:6 ;: ' -22 .17 ' 50.52 ..= 15 . 00 . . 
V. 'fi37 ALA N ■ '-27;>;61." -21.13 51.46 15V00 

137 ALA CA -28.26 -19.83 51.42 15.00 
137 ALA CB -28 .42 -19 . 30 52 .83 15.00 
137 ALA C -27.46 -18.84 50.56 15.00 

137 AIA Q ;^27 ? .;34: . -17; : 6fi 50.89 15.00 
V 138 SER N: 426^92 ■ -19 . 34 • 49. 45 ■ ■ 15 . 00 

138 SER CA ^26.12 -18.53 48.53 15, 00 
138 SER CB -25.09-19,42 47.83 15.00 
138 SER OG -25.71 -20.52 47.19 15,00/ 

'v-.'- - 138 SER C -26.97 -17.80 47.49 15.00 

138 SER O -26.60 -16.72 47.01 15 • 00 

139 IiEU N -28.12 -18.36 47.17 15.00 
/ 139 LEU CA -29.02 -:17. 79 46.19 15.00 

139 LEU CB -30.07 -18.84 45.80 15.00 

139 LEU CG -29.49 -20.25 45.62 15.00 

139 LEU CDl -30.58 -21.21 45.21 15.00 

139 LEU CD2 -28.37 -20.28 44.61 15.00 

139 LEU C -29.70 -16.52 46.70 15.00 

139 LEU O -30.06 -16.43 47.88 15.00 

140 THR N -29.90-15.54 45.81 15.00 
^AO^t^tk -30.54 -14.29 46.18 15.00 

140 THR CB ^30.46 -13.21 45.07 15.00 

140 THR OG1 -30.85 -13.77 43.82 15.00 

140 THR CG2 -29.05 -12 . 66 44.96 15.00 

140 THR C -32.00 -14.49 46.57 15.00 

140 THR O -32.50 -13.79 47.45 15.00 

141 SER N r 32.68 -15.45 45.95 15.00 
141 SER CA -34.08 -15,70 46.30 15.00 
141 SER CB -34.66 -16 . 86 45.50 15.00 
141 SER OG -33.72 -17.92 45.39 15.00 
141 SER C -34.19 -15.94 47.79 15.00 

141 SER O -35 r 04 -15.37 48.46 15.00 
1^2 PHE N -33.27 -16.72 48.33 15, 00 

142 PHE CA -33.28 -17.01 49.76 15.00 
142 PHE CB -32.21 -18.05 50.11 15.00 
142 PHE CG -32.17 -18.41 51.57 15.00 
142 PHE CDl -32.97 -19.43 52 . 08 15.00 

^42 PHE CD2 -31.34 -17.72 52.45 15.00 

142 PHE CE1 -32.94 -19.75 53.43 15.00 

142 PHE CE2 -31.31 -18.04 53.80 15.00 

142 PHE CZ -32.11 -19.05 54.29 15.00 

142 PHE C -33.01 -15.75 50.54 15.00 
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TABLE VI 

142 PHEO ^33.69 -15 .45 51 .52 15;QO 

143 GLN:N: -32,01 -15.00 50. 09 15.00 
143 GLN CA -31.61 -13 .79 50.78 15; 00 
143 GLN CB -30.30 -13.26 50.21 15.00 
143 GLN CG -29.18 -14.29 50.23 15.00 
143 GLN CD -27.85 -13.72 49.81 15.00 
143 GLN OE1 -27.29 -12.84 50.48 15.00 
143 GLN NE2 -27 .31 -14 . 22 48 . 70 15 . Op 
143 GLN C -32 .67 -12.70 50.84 15; 00 

143 GLN O: -32.79 -12.04 51.86 15,00 

144 PHE N -33 .45 -12 .51 49 .78 15 . 00 
144 PHE CA -34 .50 -11 .48 49.83 15 . 00 
144 PHE CB ,-, -34:57 . . -10 . 60 ' ^ • 48 .55 15 .00 
144 PHE CG -34.78 -11.35 47 .27 15.00 
144 PHE CD1 -33.92 -11.14 46.19 15.00 
144 PHE CD2 -35.84 -12.24 47.12 15.00 
144 PHE CE1 -34.11 -11.81 44.99 15 . 00 
144 PHE CE2 -36.04 -12.92 45.91 15-00 
144 PHE CZ -35.18 -12.71 44.85 15.00 
144 PHE C -35.88 -12.04 50.20 15.00 

144 PHE O -36.90 -11.36 50.02 15.00 

145 TYR N -35,89 -13. 28 50. 71 15 00 
:i45^:^;: : CA : ;^. -37.12 -13.95 51.12 15.00 
145 TYR CB -36.80 -15.21 51.94 15.00 
145 TYR CG -37 . 98 -15 .77 52 .70 15 . 00 
145 TYRvCPl -38.84-16.69 52.12 15; 00 
1*5 TYR CE1 ; . -39.96 ^-17.^5; . 52 ,80 15 1 00 
145 TYR CD2 -38.27 -15.32 53,99 15.00 
145 TYR CE2 -39.40 -15.78 54.67 15.00 
145 TYR CZ -40.24 -16.69 54.07 15.00 
i^5^TYRi.O»: ;; -41 ,38 -17 .11 54.73 15.00 
145 TYR C -37. 90 -12.98 51.97 15.00 

145 TYR O -37.32 -12.24 52.74 15.00 
*¥ SER N -39 .21 ^13 . 02 51.84 15 . 00 

146 SER CA -40.07 -12.13 52.59 15.00 
146 SER CB -40. 63 -11 . 07 51.63 15.00 
146 SER CG -41.38 -10.08 52.30 15 .00 
146 SER C -41.21 -12.89 53,24 15.00 

146 SER 0 -41.48 -12.72 54.43 15,00 

147 LYS N -41.86 -13.77 52;48 15.00 
147 LYS CA -42.98 -14,54 53.01 15.00 
147 LYS CB -44.25 -13.71 53.04 15.00 
147 LYS CG ; . -44. 62 , -13 .11 51.70 15:; 00 



TABLE: VI 





^AC ftfj 

. Tk O « U / 


147 T.vc pf 

±.H f LID LL 




147 LYQ M7. 

*V / JJX u 1*Xj 


-47 97 


147 LYS C : 


■' -43- '"•■2^" 

: ■ * J -..^ X 


147 LYS O 


-42 55 

; • J J 


148 GLY N 


-44 16 


148 GLY CA 


-?44 '. 49 


148 GLY C 


-43 47 


148 GLY O 


-42 52 


149 VAL N 


-43 64 


XMJ Vni/ w\ 


• -i4 : ^:-:75 :: 


149 VAT. PR 
• X* J ■ V .TVXJ v^o . . 


-43 57 

— Tit J J. /• 


149 VAL CGI 
xv ^ vnu vwx 


-42 66 


149 VAL PG2 

. XVJ ViUJ. Vy* 


-44 41 

.... W • V X 


149 T/AT. P 

X%3 ; VAU U 


-41 67 

T*X « O;/ 


149 VAT. n 

. XVv VIUJ ■ W ■ 


-41 96 


XJU X XA Ay-; 


• •• : ^i0 : -' : 43- 


150 TYR PA 
x j v x xrv w\ 


• •" ^39 30 


150 TYR PR 

X Jw XXIV \»D 


-3 ft (44 


xju x in V.V9 


-36 ft7 


TCft mvp PTil 


"JO* #.0 


tcA TVP PP1 
Ijv 1 x rv CxVx 


— T5 £7 


i 50 tvp pro 

13U UK v~UZ 




150 TVP rp5 




150 TYR P7 
XJw IXA V^ 1 •• 




150 TVP riH 


J: J • 4 J 


150 TYR P 
XJU XX XV - v_ 


—39 n3 


150 TYR O 

X Jw X XXV \J 


-39 73 


151 TVP W 
XJX XXXV 1M 


r jo . j j 


1 51 TVP PA 

XJX X XXV \dJ\ 


-IR 01 


151 TVP PR 

X J X X X XV v~X3 




151 TYR Pfi 

XJX X XXV V-VJ 


It 

— J7.XJ 


151 TYR PtSl 
*Jl XXXV LUX 


-lip 

JO • 


151 TYR PR1 
xjx 1 xxv VAX 


—1:7 Q4 

— . j f •..24. . 


151 TYR PD2 

xjx x x rv 


-39 79 

— jJJ • / 3r 


151 TYR PP7 

XJX . X XXV V_ 


—19 5*5 


151 TYR P7 

XJX XXXV wXi 


-1ft 5Q 
— JO - J J 


xjx. TYR OH 


rip. 3 6 


151 TYR C 


-37.60 


151 TYR 0 


-38.29 


152 ASP N 


-36.31 


152 ASP CA 


-35.66 


152 ASP CB 


-34/74 



. -*2, 67 > . : 5i;68 i$v00 

-12*13. 50.31 15.00 

-12 . 11 50.14 15 ; 00 

-15.79 52.19 15.00 

-16 . 01 . ' 51417" 15 . 00 

-16.61 52.64 15.00 

-17.85 51.95 15,00 

rlSjis 52.16 15.00 

^18.79 ••• .;52^?3: : \ 15,00 

-20.04 51.43 15.00 

-21.19 51.52 15*00; 

.r-22-;51:: ..-51, 47 15.00 

-23.71 51.33 15.00 

-22.65 52.72 15.00 

-21.17 50.43 15.00 

-21.34 49.24 15.00 

-20.96 50.84 15.00 

-20.91 49y9i 15 POO 

-20.41 50.64 15.00 

-20.29 49,75 15.00 

-1?>38 48.69 15i00 

-19.27 47.88 15.00 

-21.07 49.97 15.00 

-20.96 49.16 15.00 

-20.06 48.11 15.00 

-19*93 47.32 15v00 

-22.26 49.27 15.00 

-23.31 49.88 15.00 

-22.22 48. 03 15.00 

-23.42 47.28 15.00 

-24.26 46.99 15.00 

-25.46 46.11 15.00 

-26.42 46.51 15.00 

-27 .53 , : 45 ;71 15. 00 

-25,63 44 ^89 15.00 

-26,74 44,08 15.00 

-27 . 69 44.50 15.00 

-28.83 43.75 15;00 

-23.00 45.97 15.00 

-22.44 45.11 15.00 

-23.25 45.80 15.00 

-22.90 44,55 15,00 

-21.69 44.71 15.00 



WO 97/16177 - • PCTAJS96/17512 

TABLE VI 



152 ASP CG 


-34.02 


: v|2i:.34^ 


43,43 


15 00 


152 ASP obi 


-34.60 


-21 55 




1 ^ tin 


152 ASP OD2 


-32.87 


^20-66 


X 43 ^49 


15 Oh 


152:'-iASP.vC 


-34.87 


-24.07 


44; 02 


:15. 00 


152 ASP 0 

153; GLU N ; 


-33.84 
-35.33 


: -24.60 


44.56 


15.00 
15.00 


153 GLU CA 




-25 .74 




■'• 15 00 


153 GLU CB 


-35.49 


-26.18 


'"fi 4:1. 03 


15 no 


153 GLU CG 
153 GLU CO 


Vj : t35:::;7-9 : :: 

-37.17 


.:.'-^25 ; ..:08-.- 

: ' : ;;- ; 24;.:4^-.-. 




Xp ; OU 


153 GLU OE1 






40 19 
■ 39 v48 


'• i5^h : rt:' 
15 00 


153 GLU OE2 


-37.29 


;>-2}v50 


41.02 


15 on 


153 GLU C 




-25.56 


41 : 91 


15 nh 


153 GLU 0 


■ "32 . 59 


-26.50 


41 44 


AD.Uy 


154 SER N 


-32.66 


-24.37 


42 12 


1J • UU: 


154 SER CA 


-31.24v 


>24.12 


41.82 


1 q : nh 


154 SER CB 


-31 .02 


-22.70 


41 .29 


15 00 


154 SER OG 


-32.05 


•vt22.32;:. 


40-40 


15 00 


154 SER C 


-30.40 


-24.30 


4T Oft 


1 e nn 

13 i U U; 


154 SER O 


-29.17 


-24.:21 


43 ;04 


15 .00 


155 CYS N 


-31.08 


^24y48 . 


44 ; 22 


15 00 

.... J. J t UV- 


155 CYS CA 


:-T-3 ; 6 : i4 f i,' 


-24.66 


45 49 


15 nh 


155 CYS C 


-29.57 


-25.91 


4^ 40 


'••i : -c., aa 
xy .UU 


155 CYS 0 


-30.00 


-26.91 


44.82 


15 00 


155 CYS CB 




-^24.79 


46.62 


15 hn 


155 CYS SG 




-24.05 


48vl$ 


15 00 


156 ASN N 


^28.36 • 


. : ^25; v8^: : ;- 


AC OA 

* rr • -* " 


•v -L D . U U ... • 


156 AM CA 


-27.47 


-27.01 




13 . UU : 


156 ASN CB 


-26.18 


-26.59 


45.19 


15 00 


156 ASN CG 


-25.28 ■ 


—27.76 


44.91 


15,00 


156 ASN GDI 


-25.73: 


-28,91 


44.88 


15 00 


156 ASN ND2 


^•23.99 


-27 .49 






156 ASN C 


^27.20 


-27.67 • 


/47^:23V : - 


15 00 


156 ASN O 




■ :^7:..16 : : 


48.05 


15; 00 


157 SER N 


-27.79 


-28.85 


47 . 41 : 


15 00 


157 SER CA 


-27.67 


-29.64 


4 Q CO 


■ xp. UU 


157 SER CB 


-28,48 


-30 ;?2 


48.45 




157 SER OG 


-29.83 


^30:63 


48.13 


15.00 


157 SER C 


. -26 .24 : 


-focpq 


49.04 


15.00 


157 SER 0 


-26.01 


-30; 36 


50; 19 


15.00 


158 ASP N 


-25.30 


-29. 93 


48.10 


j.5.00 


158 ASP CA 


-23; 89 


-30.24 


48.35 


15.00 



158 ASP CB -23.21 -30.69 47.07 15.00 
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158 ASP CG -23.72 -32.01: 46.57 15 .00 

158 ASP GDI -24.95 -32,15 46.33 15; 00 

158 ASP OD2 -22.86 -32.91 46.38 15.00 

158 ASP G v ^23.14 -29.02 48.87 15.00 

158 ASP O -22.11 -29.15 49.53 15.00 

159 ASN N -23.62 -27.84 48.51 15.00 
159 ASN CA -22.98 -26.62 48.94 15.00 
15 9 ASN CB -23 :10 -25^57 ,47. 84 15.00 
159 ASN CG: -22.14 -24.40 48.03 15.00 
159 ASN OD1 -21,43 -24.30 49.04 15.00 
159 ASN Np2 !-22ll0 -23.51 47 . 04 15 .00 
159 ASN C -23.68 -26.14 50.20 15.00 

159 ASN 0 -24.63 -25.37 50.12 15.00 

160 LEU N -23.25 -26.64 51.36 15.00 
160 LEU CA -23 . 84 -26.23 52.63 15.00 
160 LEU CB -23.88 -27.42 53.60 15.00 
160 LEU CG -24 . 59 -28.72 53.22 15 .00 
160 LEU CD1 -24,45 -29 .70 ; 54.37 15.00 
160 LEU CD2 -26.06 -28.49 52.89 15.00 
160 LEU C -22 ;;98 -25 .11 53. 22 15, 00 

160 LEU 0 -21.91 -25.35 53.78 15.00 

161 ASN N -23 .47 -23.89 53.16 15. 00 
161 ASN CA -22.70 -22,75 53.65 15.00 
161 ASN CB -22.58 -21.73 52.53 15.00 

:. 7 161 ASN CG -23 .89 -21.51 51.84 15.00 

161 ASN OD1 -24.74 -20.76 52.33 15.00 

161 ASN ND2 -24.10 -22.23 50.75 15.00 

161 ASN C -23.23 -22.05 54.89 15.00 

• .' : 161 ASN 0 ' ' • . -22 .45 -21. 62 : 55. 73 15 .00 

162 HIS N -24.54 -21.93 55.01 15.00 
162 HIS CA -25.13-21.27 56.16 15.00 
162 HIS CB -26.18 -20.27 55.67 15.00 
162 HIS CG -26.55 -19.22 56.67 15.00 
162 HIS CD2 -27 .72 -18 . 61 56.93 15.00 
162 HIS ND1 -25 . 63 -18 .66 57 . 53 15. 00 
162 HIS CE1 -26.22 -17.74 58.27 15.00 

• 162 HIS NE2 ' ' W27.49 -17 .69 57 v93 . ISvOO '.' 
162 HIS C -25.76 -22.27 57,12 15.00 

162 HIS O -26.147 -23; 19 56.69 15.00 

163 ALA N -25.47 -22,12 58.41 15.00 
163 ALA CA -26.01 -23.00 59,45 15.00 
163 ALA CB -24 . 93 --23 . 33 60^47 15 ; 00 
163 ALA C -f27.15 -22;28 60.13 15,00 



TABLE VI 



163 ALA O 

• 164 VAL N < 

^: 164 ;: ;^^i : 'p^i: 
16 4 VAL CB ] 

:-l'64 : ^yiLy,dGi 

164 VAL CG2 

164 VAL C 

: 164 'VA^:;-# 

' '165 : .LTO/NiV; 
165 : LED GA ' 

165 LEU CB 
165 LEO CG 

• 165 LEO GDI 
165 LEO CD2 

■ 165 LEO C 

165 LEO 0 y 

166 :ala i*>/ : : 

166 ALA/CaV/: 
: 166 ALA CB : 

166 ALA G ; 

167 VAL N 
167 VAL GA 

,i67/vAt/;^v:- 

167 VAL GG1 
167 VAL CG2 
167 VAL C 

167 VAL 0 

168 GLY N 
168 GLY GA 
168 GLY C 

168 GLY O 

169 TYR N 
169 TYR CA 
169 TYR CB 
169 TYR CG 
169 TYR GDI 
169 TYR GEL 
169 TYR CD2< ; 
169 TYR CE2 
169 TYR GZ 
169 TYR OH 
169 TYR ! C 



-27.00 

-29/48 

-30.54 

-30.11 

-30.75 

-30,05 

-29.37 

-31.31; 

-31,97 

-32.00 

-32.59 

-31.53 

-33.04 

-33.40 

-34.16 

-33.79 

-35. i5 

-35;16 

-36.03 

-35.93 

-36.89 

-37.79 

-38.11 

-39.35 

-36.94 

-39.06 

-39.83 

-39.28 

■#6.48, 

-40.77 

-39.85 

-42,04 

-42>50 

•42? t 09 

•42.61 

•43 . 94 

•44/,42' ■: 

41.77 

42 .24 ': 

43.57 

44.04 

44.02 



-•21/13 
-■.-22i.94; 
:y-22;v34;: 
-21.99 
-20 .79 
-23.16 
-23.28 
-24.21 
: '^23i07: 
-23.88 
-23.11 
;: :; .;-23:.77/ 
-24.65: 
-22.71 
-24.17 
-23.24 
-25.44 
v-25.82 
-27.19 
-25.80 
-26.66 
-24 .801 
-24.62 
-23 .11 
-22.88 
•-22,42..; 
.^25> : 46:'. 
-25.56 
-26.10 
-26.91 
-27.29 
-27.36 
-27.55 
-27.93 
-29.38 
-30.41 
-30:. 82 
-31.76 
-30.98 
-31.93 
-32.31 
-33.26 
-27. 78 



60:. 54 

60.24 

60.86 

59.79 

58.99 

58 . 86 

61.91 

62.33 

62.30 

63/33 

64.64 

65.88 

66.49 

66.87 

62 . 94 

62.72 

62.92 

62.56 

|6i;i;9| : 

63.80 
64.66 
63.88 
65.01 
65.18 
66 . 00 
65.84 
64 . 92 
65.87 
63.78 
•63.65 
62 i23 ; 
61.41 
61.95 
60,62 
60.30 
61.28 
61.25 
62/13 
62.23 
63.13 
63.07 
63.95 
60. 54 > 



15,00 

15.00 

15; 00 

15/00 

15.00 

15.00 

15.00 

15,00 

15 .00 

15.00 

15.00 

15.00 

15 .00 

15 . 00 

15 .00 

15.00 

15.00 

1:5.00 

15.00 

15.00 

15.00 

15,00 

15/00 

15.00 

15.00 

15/00 

15.00 

15.00 

15 . 00 

15/00 

15.00 

15.00 

15.00 

15/00 

15.00 

15.00 

15 , 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15/00 
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169 TYR O 

170 GLY N 
170 GLY CA 

170 GLY G 

,170/ m^-^ty. 

17i o; iliE:;€A;. ;: 

/17|v?|e-^: 

171 ILE CG2 
171 ILE CGI 

. 171 ILE GDI 
- 171 ILE C 

171 ILE O 

172 GLN N 
172 GLN CA 
172 GLN GB 
172 GLN C:G 
172 GLN CD 
172 GLN OE1 
172 GLN NE2 

172 GLN C 
/i^/G^O'--';- 

173 LYS N 
;i73:/.LVs : ":cA; : ': 

173 LYS CB 
173 LYS CG 
173 LYS CD 
173 LYS CE 
173 LYS NZ 
173 LYS C 

173 LYS O 

174 GLY N 
174 GLY CA 
174 GLY C " ' 

174 GLY O 

175 ASNN 
175 ASN: CA 
175 ASN CB 
175 ASN CG 
175 ASN GDI 
175 ASN ND2 
175 ASN C 
175 ASN O 



-44.70 
+44 ,55 
-45j?8 
.:^46.42; 
745.69 
-47.61 
-48.20 
-49 .51 
^•50.16 
-49.20 
-48,97 
-48.55 
-48.58 
-48.73 
-49.10 
-47.90 
-47.16 
-47.81 
r47 : v:24::; 
-49 .00 
-50.24 
-51.31 
-50.05 
-51.11 
-51.04 
^51.15 
-50.94 
-50.57 
-49.28 
-50.82 
-50.33 
-51.02 
-50,77 
-49.30 
-48.95 
-48.44 
-47 . 00 
-46.20 
-46.70 
-47.33 
-46.41 
.46.49 
-46 .66 



TABLE VI 

'■ -27:^74;i ■ 

/ 3^2^:?71 : / ' 

;,/;r2?;:49' ; : 
-27^89 
-26.95 
-26.83 
-27.69 

-29.18 
-29.59 
-25.36 
-24.55 
-25.00 
-23.64 
-22.90 
-22.04 
-20; 68 
-19.66 
-20.66 

-23.71 ; 

-24; 23 
-23.17 
-23 .24 
-22.05 
-20;70 
-19 . 57 . 
-18.27 .J 
-18.39 ! 
-24.55 ! 
-24.58 . 
-25.63 ! 
-26.96 ! 
-27.32 ! 
-28.47 ! 
-26>35 « 
-26 .60 « 

¥i$3£ 

-24.86 ,< 

-26:.i5;: .. \* 
-26.16 , j 



61.57 
59.33 
59.16 
57.72 
56.82 
57 .49 
56.16 
56; 06 
54; 70 
56.27 
57.73 
55:90 
56:84 
54.63 
54.25 
53.68 
54.69 
54.87 
54.49 

53; 24 
53.55 
52.05 
51.05 
50.08 
50.77 
M;77. 
50.50 
51.26 
50.34 
49.21 
51.08 
50.56 
50.59 
50; 31 
50.92 
50.98 
50; 47 
49V14 
49.08 
48.06 
52,38 
53.33 : 



15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15,00 
15.00 

is. 00 

15.00 

15; 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

is;. 00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15 : 00 

15, 00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 
15. 00 
15 . 00 
15; 00 
15.00 
15.00 
15.00 
15 . 00 
15.00 
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TABLE VI 

; 176 LYS N / : ' -45 . 90 -28:Q13 ; ' 52. 53 ' " 15 . 00 . 
176 LYS GA -45.33 428V50i 53v82 15.00 
176 LYS CB -44. 94 -29 1 98 53^84 15.00 
176 LYS CG -46.10 -30.95 53.63 15.00 
176 LYS CD -45 .67 -32 .36 53.98 15; 00 
176 LYS GE -46.71 -33.40 53.61 15.00 
176 LYS NZ -46. 36 -34.11 52.34 15.00 ' 
176 LYS C -44.08 -27,63 53; 94 15.00 

176 LYS O - : V "43.52 -27.21 52.92 15.00 ■ ■ 

177 HIS N -43.62 -27.37 55.16 15.00 
177 HIS CA -42.44 -26.52 55.34 15.00 
177 HIS CB -42.84 -25.05 55.23 15.00 
177 HIS CG -43.71 -24.59 56.35 15.00 
177 HIS CD2 -43 . 41 -24 .18 57 .61 15 .00 

:, 177 HIS NDl -45 .09 ' -24,52 56,26 , ' 15.00 ' •• 
177 HIS CE1 -45.59 -24.10 57.40 15.00 
: : 177 HIS NE2 -44.59 -23.89 58.24 15.00 
177 HIS C -41.74 -26.73 56.67 15.00 

177 HIS O -42.32 -27.24 57.62 15.00 

178 TRP N -40.49 -26.28 56.73 15.00 
178 TRP;:c^f:;^^;n39;.:64 / -26.34 ^ 57.91 . 15.00 
178 TRP CB -38.24 -26.82 57.54 15.00 
178 TRP CG -38.16 -28.22 57.08 15.00 
178 TRP CD2 -38.28 -29.41 57.88 15.00 
178 TRP CE2 -38,08 -30 .51 57.03 15 . 00 
178 TRP CE3 -38.52 -29 .64 59,24 15.00 
178 TRP CD! -37.92 -28.65 55.81 15.00 
178 TRP NE1 H37.87 -30.02 55.77 15.00 
178 TRP CZ2 -38.13 -31.83 57,48 15.00 

15.00 ' 
15.00 '•• 
15.00 ' 
15.00 

15,00 . 
15.00 
15.00 
15.00 



178 TRP CZ3 -38.57 -30,95 59.70 
178 TRP CH2 -38.37 -32.03 58.83 
178 TRP C -39.53 -24 . 91 58.39 

178 TRP O -39.15 -24.04 57.61 

179 ILE N -39 .89 -24 . 63 59 .63 
179 ILE CA -39.79 -23.28 60.16 
179 ILE CB -40.65 -23.09 61.42 
179 ILE CG2 -40.61 -21.64 61.85 
179 ILE; CGI -42.09 . -23 .52. 61.15 15.00 

15, 00 
15.00 
15 .00 



179 ILE CPl -42,97 -23,45 62.38 

179 ILE C -38. 32 -23. 04 60 .52 

179 ILE O ' -37,80 ' -23.66 " 61.45 

180 ILE N -37,67 -22.16 59.78; 15.00 
180 ILE CA -36.27 -21.87 60.01 15.00 
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••-27;.; 64.'- 


184 TOP G23 


-29.85 


184 TRP GH2 


-28.67 


184 TRP C 


•30-23 


184 TRP 6 





TABLE VI 

-22.00 58.70 15 . 00 

-23.42 58.16 15.00 

:-24.46 59.08 15.00 

-20 .52 60.69 15,00 

-19.53 60.44 15.00 

1^20^53.' 61^8 15,00 

-19 .36 62.34 15 . 00 

: -19.69 63 .84 15.00 

-18.59 64.70 15.00 

-19.04 66.14 15.00 

-17 .85 67; 01 15.00 

-18.17 68 .45 15 .00 

:;;;ri9:. 02 : \ ; - 61.91 15.00 

•-19 .85 62.04 : 15 . 00 

-17 .82 ; 61 .37 15 . 00 

-17.42 60.93 15.00 

-16.80 59.54 15.00 

-16 .80 58 i 83: 15.00 

-16.99 59.44 15.00 

-16.62 57.51 15.00 

-16.42 61.92; 15.00 

-15.94 62.79 15.00 

-16.14 61.82 15.00 

-15.20 62.74 15.00 

-15.85 63.38 15.00 

-16.66 62.44 15.00 

-13.90 62.04 15.00 

-13.40 62.23 15.00 

-13.34 61.25; 15.00 

-12.11 60,52 15> 00 

-12.29 59.03 15.00 

-13.14 58.29 15.00 

-13.73 57.01 15.00 

-14.45 56.71 15.00 

-13>74 56.08 15i6o 

-13.50 58 .71 15.00 

-14.28 57.77 J 15.00 

-15.17 55.52 15.00 

-14.46 ■• 54 ; 90 15 ; 00 

-15.16 54 .63 15.00 

-10.93 61.07 15,00 

-9.88 60.43 15.00 
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185 GLY N -30.78 -11.07 62.27 15.00 

185 GLY CA -31.54 -9.98 62. 83 15. 00 

185 GLY G -33.02 -10.16 62.62 15.00 

185 GLY O -33 j 46 -11; 00 61. 84 15 ; 00 

186 G LU N -33.80 -9.35 63.33 15.00 
186 GLU CA -35.26 -9.39 63.27 15.00 
186 GLU CB -35.79 -8.71 64.53 15 00 
186 GLU CG -37.29 -8.65 64.70 15.00 
186 GLU CD -37.71 -8.03 66.04 15.00 
186 GLU OE1 -36.83 -7.61 66.83 15 00 
186 GLU OE2 -38.93 -7.98 66.31 15.00 
186 GLU C -35.73 -8.65 62.03 15.00 

186 GLU O -36.89 -8.73 61.64 15.00 
18 7 ASN N -34.78 -8.02 61.36 15.00 

187 ASN CA -35.02 -7.21 60.18 15.00 
187 ASN CB -34.03 -6.03 60.25 15.00 
187 ASN CG -34.42 -4.86 59.37 15.00 
187 ASN OP1 -33^58 -4.33 58.64 15.00 
187 ASN ND2 -35.67 -4.40 59.48 15.00 
187 ASN C -34.86 -7.97 58.86 15.00 
187 ASN O -34.92 -7.36 57.80 15.00 

15.00 
15.00 



188 TOP N -34. 62 -9 .28 58. 92 

188 TOP CA -34.47 -10.08 57.70 
188 TRP CB -33.20 -10.94 57.77 15.00 
188 TRP CG -33.05 -11.85 56.60 15.00 
188 TOP CD2 -33.41 -13.23 56.52 15.00 

15.00 
15.00 
15,00 
15ib0 



188 TOP CE2 -33.18 -13 . 66 55 .20 

188 TOP CE3 -33.92 -14 . 16 57 . 45 

188 TOP CD1 -32.61 -11.50 55.36 

188 TOP NE1 -32; 69 -12 . 58 54.51 



188 TOP C22 -33.45 -14.96 54.76 15.00 

188 TOP C23 -34.18 -15.46 57.02 15.00 

188 TOP CH2 -33 . 94 -15 . 85 55 . 69 15. 00 

188 TOP C -35 . 66-11 .00 57.51 15.00 

188 TOP O -36.23 -11.48 58.49 15.00 

189 GLY N -36.02 -11.29 56.27 15.00 
189 GLY CA -37 .14 -12 . 17 56.00 15 . 00 
189 GLY C -38.37 -11.86 56.84 15.00 

189 GLY O -38.70 -10.69 57.08 15.00 

190 ASN N -39. 02 -12. 91 57.32 15.00 
190 ASN CA -40.22 -12.78 58.13 15.00 
190 ASN CB -41.13 -14,00 57.93 15.00 
190 ASN CG -42.58 -13.74 58.32 15.00 



SI 
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TABLE VI . : . 

-13.07 59.31 15.00 

-14.27 "' T5^;-53 ; '' :C'l5;pO 

• -12 . 63 ' 59-^1.' VVlSU' 00 

. .-13 .:61:: 60C35 ;15.00 

-11.41 60.02 15.00 

-11.14 . 61 . 41 15 . 00 

-11.19 62.29 15 .00 

-10,10 61.96 15.00 

: : -8.71 :i. 62 v 35 / 15 v 00 

-7.63 61;27 15.00 

: -7, 69 60. 13 IS .00 

-12-07 61.94 15.00 

-12.46 ' 63 ill 15.00 ■ 

-12.41 61.07 15.00 

-13.26 61.47 15.00 

-14.73 61.13 15.00 

-15.48 61.32 15.00 

-15.16 60.63 15.00 

-16.56 60.28 J 15.00 

-17.14 61.04 15.00 

••-i7"; : 29 62.51 {15V 00 ■ 

-16 . 19 63;36 ; ;i5.00 

/!t16.'32;;: v 64.72 . 15 .00 

-18 . 51 63.06 15.00 

; -i8vfes-^; ; .64;.-42; :> - ,15.00 

-17 .55 65.24 15.00 

-17.71 66.59 15.00 

-16.73 58.80 15.00 

-15.76 58.08 15.00 

-17.99 58.37 15.00 

-18.32 56.99 15.00 

-18.27 56.13 15.00 

-19.10 56.76 15.00 

-18.74 54. ?2 15.00 

-18 .54 53;.-75 AS; 00 

-19 .70 56 .88 15. 00 

-20 .64 57.51 15.00 

-19.79 56.09 15.00 

-21.04 55.87 15.00 

-20.78 55.71 15.00 

-20.89 56.98 15.00 

-20.31 58.19 15.00 

-20.19 56.75 15.00 



TABLE VI 
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-39.83 

-40.04 

^39.05 

-38.44 

-37.01 

-36.11 

-34.46 

-33.78 

-39.27 

-40.03 

-39.15 

-39.91 

-39; 86 

-39.51 

-38.33 

-40.52 

-40.32 

-41.08 

-41.09 

-41.40 

-42.71 

-43.83 

-43.80 

-44.97 

-40.79 

-41.87 

^39.97 

•40.28 

•41.68 

•41.76 

•42.80 

•40.65 

•40.08 

■40:45 

39.47 

39.18 

39.18 

40.55 

41.24 

42 .64 

43.39 

37.80 

36.86 



-21^68 
-21.19 

; '^2.73 
:¥23;i44> 

-23; 80 
-22.58 
-22.98 
-23.75 
-24.68 
-25.14 
-25.19 

:^26.36 
-26.48 
-27.69 
-28.00 
-28.50 
-29,81 
-29 .90 
-31.28 

--31.;il : 
-30.64 
-31.35 
-32.66 

-30.90 
-30.81 

^3i;.93 ; : 
-33.07 
-33.62 
34:41 
t34.44 
-35,05 
-32.78 
-33.59 
+31:65 
-31.30 
-29.77 
^ : 29 : .15 : , 
-29.74 • 
-29 .19 
r29,98 ' 
:-3i 1 87 ■ 
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53 . 70 
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51,72 
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52.36 
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53.28 

54.60 

55.23 
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56.80 
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52 .90 
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46.54 
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15 . 00 

15 . 00 
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15 . 00 

15.00 

15 . 00 

15. 00 
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-33; 19 48101 15.00 

-33.87 47.72 15.00 

-33.99 46.19 15.00 

-35.00 45.77 15.00 

-35.62 44.69 15.00 

-35.15 46.58 15.00 

-33,16 48.34 15.00 

-32.70 47.62 15.00 

-33.09 49.67 15.00 

-32.47 50.41 15.00 

-33.43 50.47 15.00 

-33 . 22 51; 69 15 . 00 

-32.60 52.67 15.00 

-33.72 51.66 15.00 

-31.11 49.86 15.00 

-30.87 49.62 15. 00 

-30.22 49.72 15.00 

-30.48 50 ;10 15.00 

;-28i88 49; 17 15.00 

-28.06 49.20 15.00 

-28.14 50.00 15.00 

-27.92 51.19 15.00 

-27.75 49.33 15 .00 

r27.pl 49,98 15.00 

-27.80 51.03 15.00 

-27;21 51.83 15.00 

-25 .71 50.61 15.00 

-24.49 49.47 15.00 

-29.13 51.61 15.00 

-29.96 i 51. 97 15 vOO 

-29.78 . 53 r 44 15.00 

-30.02 54.34 15.00 

-29.40 53.67 15.00 

-29.18 55.01 15.00 

-28.88 54.98 15.00 

^-29v93 54.15 15.00 

-28.79 56.39 15.00 

-27.60 57.17 15.00 

-30.32 55.98 15.00 

-30.07 57,15 15,00 

-31.56 55.50 15.00 

-32.72 56.36 15.00 

-33.74 56.24 15.00 
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TABLE VI 

207 ALA C -30.07 -33.37 56.02 15.00 

207 ALA O -29.89 -34.56 56.21 15.00 

208 ASN N -29.11 -32.58 55.55 15.00 
208 ASN CA -27.81 -33.10 55.16 15.00 
208 ASN CB -27.34 -32.39 53.88 15.00 
208 ASN CG -27.15 -33.35 52.72 15.00 
208 ASN OD1 -28.12 -33.85 52.15 15.00 
208 ASN ND2 -25.90 -33.60 52.36 15.00 
208 ASN C -26.72 -33.00 56.22 15. Op 

208 ASN O -25 . 66 -33. 62 56,10 15 ,00 
W9 LEO N : ' =;: -26;56 -32 . 22 57,27 15; 00 

209 LEU CA -25 .96 -32. 06 58.31 15 . 00 
209 LEO : CB -24.98 -30.96 57.89 15.00 
209 LEU OS -23.69-30.69 58.67 15.00 
209 LEU GDI ^22,77-31.90 58.61 15.00 
209 LEU CD2 -22. 99 -29.49 58.09 15.00 
209 LEU C -26.63 -31.70 59v 63 15.00 

209 LEU O -26.11 -30.91 60.41 15.00 

210 ALA N -27.79 -32.31 59.90 15.00 
210 ALA H -28.15 -32 .83 59.17 15.00 
210 ALA CA -28.56 -32.01 61.10 15.00 
210 ALA CB -29.98 -32.52 60.98 15.00 
210 ALA C -27.93 —32.71 62.32 15.00 

210 ALA O -27.23 -33.70 62.23 15.00 

211 SER N -28.20 -32.12 63.50 15.00 
211 SER CA -27.73 -32.66 64.78 15.00 
211 SER ^ -26.21 -32.55 64.89 15.00 
211 SER OG -25.79 -31.20 64.98 15.00 
211 SER C -28.38 -31.89 65.92 15.00 

211 SER O -28.93 -30.80 65.72 15,00 

212 PHE N -28.35 -32.47 67.11 15.00 
212 PHE CA -28.93 -31.84 68.28 15-00 
212 ?HE CB -30; 43 -32.16 68. 3* 15,00 
212 PHE CG -30.75 -33 .63 68.34 15^00 
212 PHE CDl -31.28 -34.23 67,20 15.00 
212 PHE CD2 -30.55 -34.43 69.48 15.00 
212 PHE CE1 -31.61 -35.57 67.19 15.00 
212 PHE CE2 -30.87 -35.79 69.48 15.00 
212 PHE CZ -31.40 -36.35 68.33 15.00 
212 PHE C -28.17 -32.36 69.50 15.00 

212 PHE O -27.66 -33.48 69.48 15.00 

213 PRO N -28.03 -31.54 70.55 15.00 
213 PRO CD -28.53 -30.16 70.68 15.00 
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213 PRO CA 
213: PRO CB 
213 PRO CG 

213 PRO C 

h 213 PRO O 

? :i : 2li ^LYSViGA:* 

214 LYS CB 
214 LYS CG 
214 I LYS CD 
214 LYS CE 
214 LYS NZ 

214 LYS C 
|2i4\LT§': ; 0^ :; 

215 MET N 
215 MET CA 
215 MET CB 
215 MET CG 
215 MET SD 
2l5 MET: CE 
215 MET C 
215 MET OT1 

215 MET OT2 

216 HOH OH2 

217 HOH OH2 

218 HOH OH2 

219 HOH OH2 

220 HOH OH2 

221 HOH OH2 

222 HOH OH2 

223 HOH OH2 

224 HOH OH2 

225 HOH OH2 

226 HOH OH2 

227 HOH OH2 

228 HOH OH2 

229 HOH OH2 

230 HOH OH2 

231 HOH OH2 

232 HOH OH2 

233 HOH OH2 

234 HOH OH2 

235 HOH OH2 



-27.32 
-26 .95 
-28.16 
-28.20 
-29.42 
-27.58 
-28.32 
-27.85 
-28.28 
-27.98 
-26.48 
-25.86 
-28 . 17 
-27.07 
-29.28 
-29.29 
-30.27 
-29.79 
-28.97 
-30.38 
-29.67 
-30.25 
-29.39 
-21.96 
-30.77 
-30.16 
■ -3 • 64 
-13.18 
-34.51 
-18 . 02 
-17.01 
-24.38 
0,36 
-13 . 68 
-46.72 
-45.10 
-39.09 
-35.85 
-19.20 
-30.09 
-27,95 
-21.75 
-30.30 



TABLE 

-31:V95 ; 
-30.61 
%9;;8l' 
'. K32V77: 
-32.64 
-33.60 
-34.41 
-35.85 
-36.60 

-38.09 
-38.39 
t38 .24 
-33.84 
-33.47 
' -33,75 
:: -33^2# 
-32.08 
-30.79 
-29.73 
-28 .92 
•?#;3f3>: 
-35.37 
-34,13 
-40. 63 
-17.16 
-20.07 
-10;.82 

-7.77 
-22.61 
-34.44 

-5.28 
-30.77 

-5.40 
-21.42 
-29.80 
-36.23 

-12.35 
-37.05: 

-39 .14 
-19.72 
-19.50 

.^3:p;:,;2:9:^ 
■ : -2.55; 



71 f 76 
72.38 
:' : 72, ; 11 
72.70 
72 . 69 
73.53 
74.49 
74,47 
73.23 
73,30 
73.31 
74 .66 
75.89 
76.29 
: 76..6i;: 
77. 98 
78.11 
77.48 
78.67 
79.43 
78.99 
78.59 
80.20 
81.12 
67 . 86 
64.02 
59.75 
71.57 
70.17 
65.29 
69.42 
62; 26 
64,08 
66; 86 
50.41 
56.40 
65.48 
52.41 s 
66; 78 
66 .64 
62.38 
62.28 
77. 57 
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■ ■ ' '. TABLE VI > . . 

236 HOH OH2 -33.08 -28.99 8.6.45 15 .00 

237 HOH OH2 -30.07 -22.68 84.37 15.00 

238 HOH OH2 -39. 83 -16 .82 48 . 34 15. 00 

239 to OH2 -34.57 -24.95 47.01 15.00 

240 HOH OH2 446 .44 -34,07 57.12 15.00 

241 HOH OH2 -26.91 -7 . 02 56.22 15 . 00 

242 HOH OH2 -42.10 -15.05 61.98 15.00 

243 HOH OH2 -24.27 -7.11 65.05 15.00 

244 HOH OH2 -33.44 -27.69 70.80 15.00 

245 HOH OH2 -40.50 -27.38 80.61 15.00 

246 HOH OH2 -14.45 -17.44 86.64 15.00 

247 HOH OH2 -4.86 -12.23 73.56 15.00 

248 HOH OH2 -10.86 -20. 50 79 .87 15. 00 

249 HOH OH2 -27.43 -35.04 59.25 15.00 

250 HOH OH2 -35.26 -10.90 53.73 15.00 

251 HOH OH2 -31.84 -29U20; 46.92 15.00 

252 HOH OH2 -42.75 -9.71 40.49 15.00 

253 HOH OH2 -41 .27 -34. 56 56.25 15.00 

254 HOH OH2 -44.55 -15,65 65.22 15.00 

255 HOH OH2 -32.52 -13:49 60.73 15.00 

256 HOH OH2 -39.73 -4.62 63.34 15.00 

257 HOH OH2 -25.69 -11.84 70.98 15.00 

258 HOH 0H2 -31.93 -6.64 63.98 15.00 

259 HOH OH2 -19.62 -7.72 62 .94 15 .00 

260 HOH OH2 -33.42 -20.20 70.53 15 . 00 

261 HOH OH2 -12.62 -24.00 79.04 15.00 

262 HOH OH2 -9.78 -21.46 77.40 15.00 

263 HOH OH2 -6.71 -27.36 80.84 15; 00 

264 HOH OH2 -21.06 -35.71 57.19 15.00 

265 HOH OH2 -26.47 -48.97 59. 68 15.00 

266 HOH OH2 -14.22 -32.57 69.97 IS. 00 

267 HOH OH2 -11.69 -25.57 76.63 15.00 

268 HOH OH2 -17.38 -27.79 86.86 15.00 

269 HOH OH2 -22.39 -37.94 70.91 15.00 

270 HOH OH2 -10.44 -11.32 63.69 15.00 

271 HOH OH2 -8.66 -22.33 72.95 15.00 

272 HOH OH2 -29.93 -20.17 48.73 15.00 

273 HOH 0H2 -22.92-30.27 39.30 15.00 

274 HOH OH2 -33.19 -37.20 49.46 15100 

275 HOH OH2 -28.10 -25.82 41.06 15.00 

276 HOH OH2 -35.93 -29.91 44. 5i 15.00 

277 HOH OH2 -37.76 -30.41 51.24 15.00 
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Table of the orthogonal threer; dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 4-[N- 
C (phenylmethoxy) carbonyl ] -L-leucyl [n- 
l (phenylmethoxy) carbonyl ] -L-leucyl] -3- 
pyrrolidinone. 

. Residue Atom- X Y z B 



1 
J. 


ALiA 


-40.25 


-39.17 


62.96 


30.60 


X 


ALiA C 


-47 .93 


->^3:7v51.;; : 


63.80 


29.74 


i. 


ALA U 


-49 ..14 


-37; 57 


63.58 


32.13 


1 
X 


AL»A W 


AO 10 
-4o . 18 


-39 .83 


64.36 


28.23 


1 


ALiA CA 


■ -47- 15 


-38 .78 


64.13 


28.86 


2 


: IJBA XT ' 


-47 .26 


-36.34 


63.80 


27.19 


2 


PRO CD 


"AC' OA 

-45.94 


• -36.10 


64.40 


26.45 


2 


FRO CA 


AT 1 0*> 

^47.92 


-35.06 


63.50 


27.01 


A 


PRO CB 


r47 .28 


-34. 10 


64. 52 


26.65 


;2 


PRO CG 


' a^ ^ n* 

-46 .25 


■ -34.95 


65.31 


27.69 


.2; 


PRO C 


-47 .73 


-34.52 


62.09 


26.37 


2 


PRO O 


' A^ 'y* 

-46.67 


-34.70 


61. 50 


26.53 


' -O- • 


ASP N 


-48.76 


-33.86 


61.58 


26.63 


•. 

3 


ASP CA 


-48.73 


-33.23 


60.26 


24.49 




ASP GB 


-50.14 


-33.03 


59.69 


23.94 


3 


ASP CG: 


-50.75 


-34.32 


: 59.17 


24.73 


3 


ASP ODl 


-50.19 


-34.88 


58.21 


31.10 


3 


ASP 0D2 


-51.79 


-34.76 


59.71 


23 .79 


3 


ASP e 


-48 v 03 


-31.88 


60.39 


24.62 


3 


ASP O 


-47.08 


-31.59 


59.67 


23.92 


4 


S ER N 


-48.55 


-31.04 


61.28 


24.05 


V4: 


SER CA 


-47. 98 


-29.72 


61.55 


22.83 


4i 


SER CB 


-49.04 


-28.62 


61.52 


23.29 


4 


SER OG 


--49.84 


-28.70 


60.36 


24.54 


4 


SER C 


-47.30 


-29.75 


62.91 


23.31 


4 


SER O 


-47.71 


-30.51 


63.79 


26.63 


5 


VAL N 


-46.27 


-28.92 


63.09 


24.43 


5 


VAL CA 


-45.52 


-28.80 


64.34 


22.41 


5 


VAL CB 


-44 .44 


-29.91 


: - '64..-5io':';> 


24.60 


5 


VAL CGI 


-43.39 


-29.50 


65.53 


19.58 


5 


VAL : CG2 


-45.09 


v -31.22^: 


64.94 


•26/.54 : - 


5 


VAL C 


-44.80 


-27.45 


64 .30: 


22.72 
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5 VAL O . 
v < 6 ASP N •'. 

' 6 ASP CA 

::> ?: j;v:frVASp;:cB •■ 

•v*:£6; : ASP GG 
: . 6 ASP OD1 

6 ASP OD2 
■■ ■■ 6 ASP G ' 

6 ASP 0 

7 TYR N . 

7 TYR CB 
[ 7 TYR CG ; 
7 TYR CD1 
7 TYR CE1 
7 TYR CD2 
7 TYR CE2 
7 TYR CZ •■ 
;7 TYit OH 

7 TYR C 
.. 7 TYR O 

8 ARG CA 
8 ARG CB 
8 ARG CG 

8 ARG CD ' 
: " 8 ARG NE 
... 8 ARG CZ 
8 ARG NH1 
8 ARG NH2 

8 ; ARG C 
' 8 ARG O 

9 LYS N 
9 LYS CA 
? LYS CB 

. 9 LYS CG . 
9 LYS CD 
9 LYS CE 
9 LYS NZ 
9 LYS C 
. . 9 LYS O 
... : 10 LYS N 



TABLE VII 
-44.23 -27.09 63.27 , 24.78 



— A a on 


-• '0*r~ :::: o : A- : 


65 . 41 : 


22.25 


^:: ; -4 ; 4..17r 


-25.43 


65,48 


■ : ' 20 .13 


-45 15 


: -24 : '- : 34 




.' 20.94 


-43*28 


-22.99 
■ -22 84 


••" ;: 'fi'5- :: l''9- 


19-46 

• \ c ' • ' iVo 


-45 90 




,; : :0.3.>;;X46: . 

p4 .31 


15 . 02 
15. 42 


-43. 67 


.r-^S 17 


OO . oo 


20. 15 


-44.45 

-42 37 


-24 7ft 


#57 0> 
OA. 74 

: :o7 . 10 


0>4?-': 

26. 96 

20;fp 


-41. 82 

^40.44; 


-25 Oft 
-25 71 


- ::: '' : ' : : : <t : ft'- ::i il'0 ; '' ' 
-• : :' : ^ji : :xC'0-'- 

: P9.P0;. 


19. 50 
22 > 46 


-40 51 


— 4fi / . 46. A 


• :• 'jC <»"- .■•"'•7 >.-. . . 


22. 69 


— 4 A <h 


'*)0: : 'v'»7(). . 

;;:..-457:ixf.O:' ; ■■ 


70.03 


24.39 


-40 61 


'••'^op-^iri:-" ' 

^Z.^-_..;XO;;_ 


O A' -O-A ■•■ ' 

70.20 


23 . 01 


-40 VjR9'- 
"*y:..OA 


■' :: ''L6:fi : ^ : AC--'' 


67 . 66 


17. 84 


— AA T5 




67.82 


17.55 


A/V OO 
-4U. /2 


-29.97 


69yP8 


16 ? 70 




. •r;j3i;i:ij;3 : : : .- .; 


69.22 


21.92 


—41 OO 

—4 J. • / / 


-23 ^ 62 . 


•''•H'68^7'8^ ■. 


18.59 


_>l 1 TO 

-4X.1Z 


-23.25: 


69.75 


23.10 


— AO OQ 


•)•):■ : :Oflj - - - ■ 

.• -22 w 78 


67.96 


16.73 


-42 44 


;T45;i:.i:;J.p:-- 


po . 25 


•'.i7 : y:4P; :;; : 


-42 56 


.-^.U:> : ;D4fr:-. 


'■' - 'C : 4T> ' : 0 : 0 ' ■' ' 


19 ;;28 


-41 27 


— 9 A 4 A 


PO . 17 


22.66 


-41 41 
*X . * JL 


— 1Q AO 


64.98 


14.98 


— *v 


:'\-1:Qi -- : :'oiA : v 

;-.iSf::.:S>9 ; : 


^4 .04 


17.92 


-42 5<* 


— 1 Q : 

— X27 . DO 


62 .81 


22 . 05 


-41 ft 5 


-1 P CO 


62 . 3 6 


24.53 


-43 50 


— 9 A in 

— 45 u . x u 


co ni 


26 .01 


— 43 £4 


— O 1 1 A : 

— 45X .14 


69.17 


15.35 




-20.55 


70.24 


14.09 


-44 77 


— 91 7t 

— 45 X . / J 


• : - £Q '••Oft 

68 v79 


13.90 


-46 A 1 


-ZX . o3 


• •■ ' ,: 4?-#iv •■■f .-'41 : - 

p9 .54 


. 13 . 24 


-47 91 


. _l-9 l : Vi|i| 


68; 62 


10.93 


-47 .27 


-20V83 


::67.48 


16.03 


-48.31 


-21.19 


66.44 


13v55 


-49.69 


-21.20 


67,04 


17.52 


-50.71 


-21V24 


65.97 


18.86 


-46.01 


-22.61 


70.70 


15,37 


-47 .06 


^23 .10 


71 . 14 


15 .03 


-44.81 


-22.90 


: : 7^19 : / 


17.15 
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, 10 LYS CA: : 
10 LYS CB 

; -iO::::IiVs^::^i|:: : : : 

10 LYS .C 

" -io-/i*s:pB;* 

11 GLY II 

■ ■■ A 11 GiY CA; 

• : ii^3^:C>:. : - 
■ : ii ay o 

12 TYR N 

. ;i2:T^ve%:;; 

12 TYR GB 
; ' 12 TYR CG ; 

• 12 TYR; GDI 
12 TYR CE1 
12 TYR CD2 
12 TYR CE2 
12 TYR GZ 

• 12 : : ; T#;': : (^r 
12 TYR C 

12 TYR O 

' 13 VAL CA 

13 VAL CB 
13 VAL CGI 

• 13 VAL GG2 

13 VAL C 

14 THR N 
' 14 THR CA 

14 THR CB 
14 THR OG1 
14 THR CG2 
14 THR C ' 

14 THR O 

15 PRO N 
15 PRO CD 
15 PRO CA 
15 PRO CB 





TABLE VII 




-44.58 


-23.82 


72.31 


14.97 


-44.10 


-25.19 


71.8j 


13. 68 


-45.15 


-26.06 


■'71^14:* 


17,87 


■jl44 : . : 56: 


-27.44 


70; 87 


17.96 


-45.67 


-28:49 


70.71 


; : ! :tf 2^6:8:- 


-45.07 


—29.82 


70.35 


25.39 


-43.52 


:-23,20 


73.23 


10.83 


-43.08 


-23 . 82 


74^19 


: 9.39 


-43.07 


-22.01 


72>8 8 \l. 




-42.08 


-21.35 


;';73*|^';,. 


14.48 


-40.71 


-21.99 


73-69 


15.75 


-39.92 


-21.75 ■ 


74 .60 


16.24 


-40.41 


-22 .80 


"'■ : 72: : . ! '67 : : : ^ 


16.05 


-39.09 


T-23.44\ ; - 


• •'.'•7i:;.59 ; i'- : - 


15.26 


-39.18 


-24.83 


7l36 


16.85 


-39.84 


-25.90 


72 i 8 0 


12.79 


-41.22 


-26.04 


• •'72i;>82 : ;-' 


12.72 


-41.82 


-27.07 


'. 73'.. 52-" 


16.82 


-39.08 


-26.82 


73 . 50 


18 .15 


:^3;9;£67 ; >' 


-27.86 ' 


74.20 


21.62 


-41.04 . 


-27.98 


74; 20 


19.19 


-41.63 


-29 .03 


• ;74 i ;8^-- •• 


22.22 


-38:08 


- ±22 .61 


71.81 


16.45 


-36.89 


: V-2:2>;9'2 : ; ; i 


71.82 


18.97 


-38.55 


-21 .55 


71.16 


16.26 


-37.67 


-20.71 


70 34 


■ :;i7^ii . 


-38^25. ■ 


-20.58 


68:90 


17.86 


-37.20 


-20.07 


67 ;96 


18 .97 


-38:;.77: ; . 


-21 .92 ; 


68.41 


19.17 


-37.37 


-19.31 


70.89 


16 . 02 


-38.27 


-18.51 


V-71 : . ; ^4:: : . ;: : 


16.61 


-36:08 


-19 .01 


71 03 


15.90 


-35.65 


-17.71 


;7i> : ;53:- : - ; 


20|92 


-34.21 


-17.77 


72 04 


22.63 


-33.33 


-18 11 


70 97 


28.59 


-34.09 


-18.78 


• :: 73 ; i:17- \- 


23.81 


-35.73 




70 A 1 


25.69 


-36/01 


-17.02 


69.26 


28.47 


-35.50 • 


-15.37 


70.73 


28.26 


-35.15 


-14.82 


72.05 


27: . 19 


-35:56 


-14.29 


69.73 


23.60 


-35.29 


-13.04 


70.58 


24.84 
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TABLE VD 

-VlS^PRO-'-GG- ^34. 43; ^13 .55 71. 68 ' 26; 75 

; : r /\ : ;,\:: ; :|5;;;^;:;C . ... • ., 'Sa&$&- -14.44 ' ' 68. 62 ' ■ 19 :41 

15 PRO O -33.43 -14.94 68.84 15.67 

, 16 VAL N -34.90 -13.96 ■ 67.43 16.42 : : 

: . j ^y*&; .^4;^>3 ■ ^14:06 66.27 ^Ll^ - '. 

/Val'cB • v " ■ ■ ;-34:.:77 ' . -13.71 ■ •. • .64. 95 ■ 9 . 20 ? : 3 

16 VAL CGI t33 .84 -13 . 89 63 .77 7. 84 
16 VAL CG2 -36.01 -14.56 64.78 6.59 

/ V V V -16 VAL::C:/ i -3.2.81 -13.16 66.39 11.22 

16 VAL O -32.93 -11.94 66.44 11.47 

17 LYS N -31.65 -13.79 66.45 10.35 
17 LYS CA -30.39 -13.07 66.55 9.97 
17 LYS CB -29.31 -13.93 67.22 14.75: 
17 LYS CO -29.17 . -13:71 j 68.75 ^ 10.18 
17 LYS CD -30; 45 -14.02 69.52 5.48 
17 LYS CE ' ^30.69 -15.51 . 69.66 15.18 
17 LYS NZ -29.75 -16.23 70.59 13.03 
17 LYS C -29.98 -12.57 65.16 ' ; 9.61 

17 LYS O -30.72 -12; 73 64.20 9.93 

18 ASN N -28.76 -12.05 65.05 8.91 
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: -34.98 ■ 55.38 . 15.14 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 4-^ [N- ( (4- 
pyridyiraethoxy) carbonyl ] -^L-leucyl J -1- {N- 
[ (phenylmethoxy) carbonyl ] -L-leucylJ -3- 



Residue Atom ;r;i-X-- Y Z B 

1 ALA .CB V -46-30 -38 i 07 64.13 15.00 

1 ALA C -48.64 -37.16 64.46 15. 00 

1 ALA O " ;>,4 ; 9':v.53:V'- --37;. 68 63.79 15.00 

1 ALA N -48.10 -39.41 65.31 15.00 

1 ALA CA -47.55 -38.03 65.08 15.00 

2 PRO N -48.69 -35.88 64.81 15.00 
2 PR0 \.;)gD.-; -48.06 -35.33 66:02 15.00 
2 PRO CA -49.67 -34.93 64.29 15.00 
2 PRO CB -49.53 -33.73 65.24 15.00 
2 PRO GG -48.13 -33.85 65.77 15 .00 
2 PRO C -49.42 -34.53 62.86 15.00 

2 PRO O -48.34 -34.77 62.28 15.00 

3 ASP N -50.40 -33.85 62.30 15.00 
3 ASP CA -50.29 -33.37 60.93 15.00 
3 ASP CB -51.65 -33:42 60.27 15.00 

. <3;ASPyCG\: ^ -52.12 -34.84 60 ; 00 15.00 

3 ASP OD1 -52.02 -35.30 58.84 15.00 

3 ASP OD2 -52.59 -35.51 60.95 15.00 

3 ASP C -49.76 -31 . 93 61.01 15.00 

3 ASP O -49.44 -31.32 59.99 15.00 

4 SER N -49.58 -31.45 62,24 15.00 

:;4::. : se»>:ca- ' :: ^*i.-;i3 : .-:- -30.09 62.51 15.00 

. :4 : " : SER CB -50.32 ■ \ 612 i 52 15 .00 . 

4 SER 06 -50.86 -29.02 61.20 15.00 

4 SER C -48.39 -29.96 63.84 15.00 

4 SER O . -48.74 : -30; 63 64.84 15,00 ■ 

5 VAL N -47.34 -29.15 63.84 15.00 
5 VAL CA -46.50 -28.91 64.99 15.00 
5 VAL CB -45.35 -29.97 65.11 15.00 
5 VAL CGI -44.17 -29.43 65.89 15.00 
5 VAL CG2 -45.84 -31,21 65,74 15.00 
5 VAL C -45.86 -27.57 64.80 15.00 
5 VAL O -45.37 -27,25 63.70 15 . 00 
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. ' '■ 16 VAL N ■ . . -35 . 48 -14 . 05 

; 16 VAL CA -34 . 61 : -l^lS 1 

16 VAL CB -35.37 -13.74 

16 VAL CGI -34.43 -13161 

16 VAL. CG2 -36.44 -14; 72 

16 VAL C -33.40 -13.33 

16 VAL 6 -33.47 -12.33 

17 LYS N -32.24 -13.78 
17 LYS CA -31,04 -12.97 
17 LYS CB -29.96 -13.71 
17 LYS CG -3 0:45 -14.44 
17 LYS CD -30 -63 -13 1;52 
17 LYS: CE -30,89 -14.30 
17 LYS; NZ -32 .14 -15 .10 
17 LYS C "30.46 -12.58 

17 LYS ; O -31.06 -12.84 

18 ASN N ,-; ' ' - 129;;.:30 i;-l;lv;94: 
18 ASN CA ; ^^28:5;58 : :; ' *f 11 . ^ ' 
18 ASN CB -28. 58 -9.96 63.69 15.00 
18 ASN CG -29.93 -9.39 63.96 15.00 
18 ASN OD1 -30 ; 89 -9.75 63.32 15.00 
18 ASN ND2 -30; 02 -8.56 64.97 15.00 
18 ASN C -27.16 -11.93 63.99 15.00 

18 ASN O -26.58 -11.59 65.03 15:00 
1? GLN N -26:59 -12.69 63.06 15.00 

r 19 GLN CA -25,22 -13.13 63.22 15.00 

19 GLN: CB -24; 96 -14.41 62.43 3.5.00 
19 GLN CG -25.34 -14.25 60.98 15.00 
19 GLN CD -25.10 -15.49 60.16 15.00 
19GLNOE1 -26.04 -16.20 59.82 15.00 

: 19 GLNNE2 -23.86 -15.72 59.77 15.00 

19 GLN C -24.24 -12.02 62.83 15 . 00 

19 GLN O -23.05 -12.15 63.08 15.00 

20 GLY N -24.72 -11.01 62.11 15.00 
20 GLY CA -23 .86 -9.91 61,69 15.00 
20 GLY C -22 .83 -10.31 60.65 15. 00 

20 GLY O -23.08 -11 .26 59-94 15.00 

21 GLN N -21.69 -9.61 60.49 15.00 
21 GLN CA -20.72 -10.02 59.43 15.00 
21 GLN CB -20.01 -8.83 58.75 15.00 
21 GLN CG -20.87 -8 .13 57.66 15.00 

: 21 GLN CD -21.58-9 .06 56.63 15.00 

21 GLN OBI -20.99 -10.02 5:6.16 15.00 
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TABLE Vm 

21 GLN NE2 -22.84 -8.74 56.29 15.00 

21 GLN C -19.72 :• -11.10 59.87 15.00 

21 GUJ O -18:. 50 -11.01 59.66^ : 15.00 

22 CYS N -20.32 -12.22 60.26 15.00 
22 CYS CA -19.59 -13.37 60.72 15.00 
22 CYS C -20.26 -14.68 60.30 15.00 
22 CYS O -21.48 -14.80 60.28 15.00 
22 CYS CB -19.48 -13.22 62.25 15.00 

22 CYS SG -19 . 02 -14.67 63.24 IS. 00 
; : >23jv:GIiY::N ; . • -19.45 -15.65 59.90 15.00 

23 GLY CA -20.01 -16.93 59.52 15.00 
23 GLY C -20.27 -17.81 60.75 15.00 

23 GLY O -19.73 -18.91 60.83 15.00 

24 SER N -21.20 -17.40 61.61 15 .00 
24 SER CA -21.49 -18.12 62.84 15.00 
24 SER CB -21.32 -17.21 64.08 15.00 
24 SER OG -22.22 -16.10 64.07 15.00 
24 SER C -22 .89 -18.73 62. 86 15 .00 

24 SER O -23.44 -19.03 63.90 15.00 

25 CYS N -23.46 -18.96 61.69 15.00 
25 CYS CA -24-78 -19.55 61.56 15.00 
25 CYS CB -25.18 -19.59 60.07 15.00 
25 CYS SG -24.19 -20.73 59.02 15.00 
25 CYS C -24.80 -20.92 ; 62.24 15.00 
25 CYS O ^25.77 -21.25 62.88 15.00 
25 INH CI -14.75 -27.52 59.81 15.00 
25 INH C2 -15.58 -26.77 58.94 15.00 
25 INH C3 -15.24 -25.44 58.65 15.00 
25 INH G4 --14.06 -24.88 59.25 15.00 
25 INH C5 -13.21 -25.64 60.14 15.00 
25 INH C6 -13.57 -26.96 60.42 15.00 
25 INH C7 -16.11 -24.63 57.72 15.00 
25 INH 08 -17.39 -25.29 57.48 15.00 
25 INH C9 -18.43 -24.53 57.00 15.00 
25 INH O10 -18.33 -23.63 56.17 15.00 
25 INH Nil -19.57 -24.86 57.54 15.00 
25 INH C12 -20.88 -24.22 57.23 15.00 
25 INH C13 -21.31 -23.29 58.42 15.00 
25 INH N14 -21.06 -21.86 58.16 15.00 
25 INH C15 -21.68 -21.41 56.87 15.00 
25 INH i CI 6 -21.59 -21.00 59.27 15.00 
25 INH Ci7 -22.57 -20.07 58.55 15.00 
25 INH C18 -22.15-19:99: 57; 10 ;15;00 
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table vin 
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TABLE Vm • 

;:26 ;PHE,N: -25.63 -20.27 66.03; 15.00 

28 PHE CA -27.02 -19.90 66.31 15; 00 

28 PHECB -27.46 -18.71 65.44 15.00 

28 PHE CG -26.88 -17.40 65.85 15.00 

28 PHE CD1 -25.73 -16.87 65.27 15.00 

28 PHE CD2 -27.47 ^ -16.73 66.88 15.00 

28 PHE CE1 -25.16 -15.71 65 .70 15.00 

28 PHE CE2 -26.92 -15.57 67.33 15.00 

28 PHE CZ -25.75 -15.04 66.75 15.00 

28 PHE C -27.93 -21.09 66.06 15.00 

28 PHE O -29.08 -21.05 66.44 15.00 

29 SER N -27.44 -22.09 65.33 15.00 
29 SER CA -28.24 -23.28 65,05 15.00 
29. .SER CB -27.74 -23.99 63.81 15.00 
29 S$R CG -28.44 -25.21 63.58 15.00 
29 SER G -28.13 -24.15 66.27 15.00 

29 SER 0 -29.14 -24 V, 63 66.79 15.00 

30 SER N -26.90 -24.31 66.76 15.00 
30 SER CA -26.64 -25.13 6^94 IS. 00 
30 SER CB : : -25 . 14 -25 .24 • 68 . 21 C: 15.00 
30 SER OG -24.40 -25.67 67.06 15.00 

0 30 SER C -27.29 -24.63 69.21 15.00 

30 SER O -27.66 -25.40 70.08 15.00 

31 VM, N -27.31 -23.32 69.35 15.00 
; 31 VAL CA -27.89 -22.67 70.51 15.00 

31 VAL CB -27.39 -21.19 70; 58 15 .00 

31 VAL CGI -28.13 -20.34 71.59 15 . 00 

31 VAL CG2 -25.91 -21.19 70.86 15.00 

31 VAL C -29,41 -22.80 70.55 15.00 

31 VAL O -30.02 -22.96 71.63 15.00 

32 GLY N -29 . 99 -22,81 69.35 15.00 
32 GLY CA -31.43 -22.91 69.21 15.00 
32 GLY C -31 . 90 -24.26 69.66 15.00 

32 GLY O -32.81 -24.39 70.47 *5> 00 

33 ALA N -31.22 -25.29 69.17 15.00 
33 ALA CA -31.51 -26.66 69.53 15.00 
33 ALA CB -30.58 -27.55 68.80 15.00 
33 ALA C -31.38 -26,86 71.06 15.00 

33 ALA O -32.23 -27.54 71.68 15.00 

34 LEU N -30-29 -26.34 71.63 15.00 
34 LEU CA -30 . 03 -26,145 73.05 15.00 
34 LEU CB ■■ -28.72 -25.82 73.41 15.00 
34 LEU CG -27.43 -26.58 73.17 15.00 
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36 GLY N 
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; J ; 3:6:;<3LY V G, 
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75.12 


37 GLN CB 


-33.06 


-29,60 ' : 


74.95 


37 GLN CG 




-30.19 


73 .58 


37 GLN CD 


-33.83 


-31.19 


73.19 


37 GLN OE1 


-33.99 


-32.23 


73.84 


37 GLN NE2 


-34 . 56 


-30.89 


72.11 


37 GLN C 


-34.52 


-28.38 


76.55 


37 GLN 0 


-35.01 


-29.10 


77 . 43 


38 : LEU N 


-33.98 


-27 .18 • 


76 .79 


38 LEU CA 


-34 .03 


-26.60 


78.12 


38 LEU CB 


-33.30 


-25^26 


78.14 


38 LEU CG 


-33.24 


-24.54 


79.47 


38 LEU GDI 


-32.61 


-25.51 


80.46 


38 LEU CD2 


^32; 41 


-23.30 


79.36 


38 LEU C 


-35:46 . 


-26.45 


78.60 


38; LEU G 


-35.86 


-27.10 


79.58 


39 LYS N 


-36.26 


-25.70 


77 .84 


39 LYS CA 


-37;;68 


-25.45 


78.15 


39 LYS CB 


-38.34 


-24.71 


76.97 


39 LYS CG 


-39.49 


-23 .74 


77.33 


39 LYS CD 


-40.74 


-24 .43 


11 .83 


39 LYS CE 


-41.85 


-23.45 


78.12 


39 LYS NZ 


-41.65 


-22.78 


79.42 


39 LYS C 


-38.42 


-26.78 


78.46} 


39 LYS O 


-39.33 


-26.82 


79. 30 
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15 , 00 

15.00 

15 .00 
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15.00 
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15.00 
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:i5vb;o'';'- 

15. 00 
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15 . 00 
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40 LYS N 


•38 .04 


-27 84 


•■■ 77; 77 


'■.'i'-.iz- hn 

: ID. UU 


40 UfB GA 


-38.66 


-29 .14 


•77 QQ 
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• X J .:V u 


:4:0V :: I^i;:. ; :GB.: : . 


^38.41 


-30. 07 


76 81 


15 no 




-39 • 57 


-31L02 


'7:'6>:53::,' 


15 nn 


' :;40;;/ : ]^S; : :;:CT;.;, : 


-39.10 


-32.29 


; :7^5 :: ;S6 ; 2t : -: : -- 


15 00 

X J,.« W W... 


; : . : ;4(Xi:v^3y!CT : :; . 


-40.02 


• -32.7:2 


74.68 


is 00 


40 LYS: ; NZ 


-40v21 


t31.65 


73.65 


15 bo 




-33.08 


-29.74 


:V: :79^27. : .- 


15 rin 




-38.79 


-30.27 


80 12 

.WW-. XA . ■- 


15; nn 


41 LYS N 


-36.77 


-29.60 


79 41 

. I-/ •■■H i; ■ 


15 rin 


41 LYS GA 


-36.05 


-30.13 


80 55 

■•WW ■« J J: 


1 5 nn 

1J«UU 


41 LYS GB 


-34.53 


-29.93 


80 33 


15 nn 

X J . Ww. 


. 41 ii^-'-CG:;-:' 


-33.63 


-30.86 


81. 11 


15 nn 


41 LYSiGD 


-33.79 


-32.26 


80 55 

W W . J J 


1 5 nn 


' ; :4i;\I^:;::^: 


-33.13 


-33 .31 


81 42 

W X . "m Ay 


1 5 nn 

XJ.UU 


: 4i:iLYS;i;NZ^ 


-33.45 


-34.68 


80; 86 


15 nn 

XJ .ww 


:'41.^S.SG ; ! : 


-36.49 


-29 .45 


81 84 

o x • 0 ;S» ; 


15 rin 


41 LYS 0 


-37.34 


-29 97 


82 61 
OA • o x 


1C: no 
XV « wU 


42 TOR N 


-35.96 


-28 .25 


82 04 


15 on 

XJ . UU 


42 THR GA 


-36.22 


-27 .48 


83 24 


1 5 nn 


;.42!- THR : G!B : 


-34 .87 


-26 94 


83 7ft 

w J. . / O 


1 5 nn 

Xj . ww 


■4^--'-?fip^j:ii^it:' " 


-34.35 


-25.91 


82 92 


1 5 nn 

Xw > ww 


42 THR CG2 


-33 .86 


-28.07 


83 79 


15 nn 

XJ. UU 


42 THR C 


-37.16 


-26.30 


83 02 

w j . va 


15 on 

Xy • yy 


42 


-36.86 


-25.20 


83v45 


15 00 

XJ . ww 


43 GLY N 


-38 .28 


-26.52 


82 34 

OA .:» 


15 nn 

XJ . U U 


43 GLY CA 


-39 26 


•A J m *m 9 


Oa . Xa 


ID . UU 


43 GLY G 


-38.87 


-24 03 


81 79 

o x « / . 


15 nn 

Xj * UU 


43 GLY 0 


-39 .77 


-23 21 

A «J . A X 


81 54 

OX * J^i 


'■'15 nn 

Xj • UU 


44 LYS N 


-37.56 


-23 75 

• J • ■ /J. 


OX » /J 


i< nn 


44 LYS GA 


-37 . 02 


-22 41 
a a r ^i 


Ol AO 
OX . ^4 27 


15 rin 
Xj • UU 


44 LYS GB 


-35.84 


-22 13 


82 A A 

OA. TB T» 


i 5 nn 

XJ.UU 


44 LYS CG 


-36 .25 


-21 41 

_ ax :. t» X 


83 72 

. WW. / A 


1 5 nn 

Xj . U U 


44 LYS CD 


-35 .09 


-21 25 

AX « A J. 


84 fi7 


i : 5 nn 

XJ.UU 


•44: LYS CE 


-35.50 


-20 3fi 


ft 5 ft£ 
Oj. GO 


1 n n 

: XJ.UU ; 


44 LYS NZ 


-36. 56 




OO . DO 


1 *v nn 

Xj . UU 


44 LYS G 


-36 56 

J V . J W 


-22 13 
A A • x j 


pft ' n*; 

OU.UD 


1 n n 
■X j . y u 


44 LYS; 6: 


-35 71 

,.• J J .. / X 


_ 50 0 > 
4* ♦ pJ 




1 C • Aft 

x 0 . UU 


•4S: ; ;iro-.N: J" 


-37; 07 


-21.04 


79.50 


15.00 


45 LEU CA 


-36 .70 


-20.66 


78.14 . 


15.00 


45 LEU GB 


-37.93 


-20.08 


77.46 . 


15.00 


45 LEU GG 


-38.06 


-19.92 


75.94 


15.00 


45 LEU ;CD1 


-37.93 


-21.25 


75.26 


15.00 







TABLE Vm 




45 LEU CD2 


-39.40 


-19.29 


75.63 


15.00 


45 LEU G 


-35.66 


-19.57 


78.35 


■:%5;: : :O0; : 


45 LEU 0 


-36.00 


-18.46 


78.71 


15.00 


46 LEU N 


-34.40 


-19.94 


78.29 


15.00 


46 LEU CA 


J 33.30 


-18.99 


78.50 


15.00 


46 LEU CB 


' -32.23 


-19.62 


79 r4i 


• 15,00 


46 LEU CG 


-31.90 


-18. 84 


80.70 


15.00 


46 LEU GDI 


-32.48 


' -19>56 


81.88 


15.00 


46 LEU Gp2 


: --30.35 


-18.72 


80,89: 


15 .00 


46 LEU C 


-32 .68 


-18.70 


77,13 




46 LEU 0 


-£2.93 


-19 .45 


76/19 


15.00 


47 ASN N 


-31.92 


-17.61 


76.99 


15.00 


47 ASN CA 


. -31.23 ' 


-17.30 


75.73 


15,00 


47 ASN CB 


-31V29 . 


-15,79 


75.44 


15.00> 


47 ASN CG 


-32.61 


-15.36 


74.77 


:p5:i : !0p; 


47 ASN 0D1 


■ -32.68 


-15.24 


73.55 


15.00 


47 ASN ND2 


-33,63 


-15.06 


75,58 


15.00? 


47 ASN C 


-29.74 


-17 .70 


75.90 


15,00 


47 ASN 0 


-29.01 


-16.99 


76.58 


15.00 


48 LEU N 


-29.28 


-18.80 


75.29 


15.00 


48 LEU CA 


-27.88 


-19.20 


75 . 45 


15.00 


48 LEU CB 


-27 . 67 


-20.68 


75.16 


15 .00 


48 LEU CG 


-28.05 


-21.69 


76.27 


: ;;15 : V:0:0:- : : : 


48 LEU CD1 


-27.81 


-21 .07 


77.65 


15.00 


48 LEU CD2 


-29.49 


-22 . 12 


76.12 


15-00 


48 LEU C 


-26.85 


-18.34 


74.73 


15.00 


48 LEU 0 


-27.20 


-17.31 


74.23 


15.00 


49 SER N 


-25.58 


-18.70 


74.74 


15.00 


49 SIR CA 


-24 .59 


-17.83 


74 . 11 


15.00 


49 SER CB 


-23, 51 


-17 . 50 


75 . 14 


15.00 


49 SER OG 


-22 .32 


-17,09 


74.51 


15 .00 


49 SER: C 


-23 .93 ' 


-18.37 


72.87 


15.00 


49 SER 0 


-23.08 


-19.27 


72.98 


15.00 


50 PRO N 


-24.29 


-17.86 


71,67 


15.00 


50 PRO CD 


-25.31 


-16.83 


71.34 


15.00 


50 PRO CA 


-23 ; 66 


-18.36 


70.45 


15 . 00 


50 PRO CB 


-24.47 


-17.67 


69 . 35 


15.00 


50 PRO CG 


-24.96 


-16.44 


69,97 


15.00 


50 PRO C 


-22 .18 


-17.94 


70.44 


15.00 


50 PRO 0 


-21 .36 


-18.62 


69 . 86 


15 ,00 


51 GLN N 


-21.82 


-16.87 


71 . 13 


15.00 


51 GLN CA 


-20.43 


-16.41 


71.17 


15.00 


51 GLN CB 


-20.39 


-14.98 


71,74 


15,00 
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table ym 

51 GLN CG : -19 . 02 -14 ^5;; ! 71. <9 '■; 15 . 00 

51 GLN CD -16*76 -13 .61 70.35 15.00 

51: (3LN OEl -19.65 -12 .97 69.76 15.00 

51 GLN NE2 -17.54 -13.79 69.84 15.00 

"■' -19.46 .'- i7>;34 ."\ : m£m : c'&6o: 

51 GLN O -18.31 -17.50: 71.53 15.00 
'';52;'-::ASN ;n; ' -19 .90 '-17..99 : V,; ; :73 S ^02^ IS^flOV 

52 ASN CA -19.02 -18.91 73.78 15.00 
52 ASN CB -19; 79 : y'j]Mw^ 
52 ASN CG '•: ■' ;■ -18. 92 . -20 .56 75v72- - 

52 ASN OD1 '■ -19.45 -21.25 76.60 15.00 

52 ASN ND2 -17.61 "-20.58 75.49 15.00 

::52;;J^^ : : : -18.54 -19.96 ; 72.80 . 15; 00 ' 

52 ASN O -17.34 -20.22 72 .69 15.00 

53 LEU N -19.50 -20.50 72.05 15 .00 
53 LEU CA -19.28 -21.52 71.00 15.00 
53 LEU CB -20.62 -21.86 70-33 15.00 
53 LEU CG -21.43 -23.10 70.69 15.00 
53 LEU CD1 -21.19 -23 . 59 72 . ;12 15 . 00 
53 LEU CD2 -22.91 -22 . 80 70.38 15 .00 
53 LEU C -18.28 -21.04 . : :6.?)i;$*; \ '.^ ! iflJK; 

53 LEU O -17.34 -21.76 69.60 15.00 

54 VAL N -18.48 -19.82 69.46 ISvOO 
54 VAL CA -17.63 ; -19.27 ' : ' ' 
54 VAL CB -18.01 -17 .82 68.09 15.00 
54 VAL CGI -16.94 -17.17 67.25 15.00 
54 VAL CG2 -19.32 -17.76 67.40 15.00 
54 VAL C -16.18 -19.32 68.84 15.00 

54 VAL O -15.36 -19.90 68.11 15.00 

55 ASP N -15.88 -18.75 70.02 15.00 
55 ASP CA -14.53 -18.65 70.58 15.00 
55 ASP CB -14.49 -17; 73 71.81 15.00 
55 ASP CG -14.86 -16.30 71.52 15.00 
55 ASP OD1 -14.87 15:li'i : 
55 ASP OD2 -15.13 -15.56 72.49 15.00 
55 ASP c -13.87 -19.93 71.08 15.00 

55 ASP O -12.65 -20.14 70.82 15.00 

56 CYS N -14.62 -20.75 71.81 15.00 
56 CYS CA -14.06 -21.94 72.42 15.00 
56 CYS C -14.14 -23.23 71.62 15 . 00 
56 CYS O -13.36 -24.15 71.85 15.00 
56 CYS CB -14.74 -22.17 73.76 15.00 
56 CYS SG -14.67 -20.81 74.99 15.00 
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57 VAL N 
. 57> VAL; GA 
. 57 VAL CB 

57 VAL CGI 
57 VAL CG2 
57 VAL C ': 

57 VAL O 
■ 58 SER N 

58 SER CA 

58 SER CB 
; . 58 SER OG 

: ' 58 SER C 
' 58 SER O 

59 GLU N 
59 GLU CA 
59 GLU CB 
59 GLU CG 
59 GLU CD 
59 GLU OE1 
59 GLU OE2 

>V' : ; v 59 GLU C 

59 GLU O 

60 ASN N 
60 ASN CA 
60 ASN CB 
60 ASN CG 
60 ASN OD1 
60 ASN ND2 
60 ASN C 

60 ASN O 
- 61 ASP N 

61 ASP CA 
61 ASP CB 
61 ASP CG 
61 ASP GDI 
61 ASP OD2 
61 ASP C 

61 ASP O 

62 GLY N 
62 GLY CA 
62 GLY C 
62 GLY O 

■ 63 CYS N 





TABLE Vm 




-15 . 00 


-23.30 




is; oo: 


-15.09 


-24.53 


69.88 


? 15.00 


-16.51 


-24.71 


69.30 


15.00 


-^16. 66 


-26.63 


68.70 


|.::15;;v;b0- 


-17.56 
-13.92 


; -24.53 
: -24.66 


70^42 
68; 88 


15.00 

: 15.00 


-12.79 


-24.47 : 
-25.08 


67:68 
69.43 


••^15^:.0|): 
15.00 


-11.51 


-25.26 




15.00 


■:^lb:.'43- : 


-25.78 


69.66 


15,00 


^-9vl8 : .; 


-25.96 


68.99 


15.00 


-11.53 


-26.13 


;; ;:67.:4#:'i : 




-10.66 


-2€.0i 


66.58 


isvoo 


-12.54 . 


-26.98 


67.36 


15.00 


-12 r 67 


-27 . 86 




; 15.0Q 


1 ■> Af7 

-iJ. 4 / 


-29 .12 


66. 60 


15.00 


-13.12 


-29.70 


68; 00 


15.00 


-14 .02 


-29.15 


69.13 


15.00 


-15.16 
-13.56 . 


-29.68 
-28.20 


; 69.29 


15.00 


-13.30 


-27.07 


69-84 
65.05 


15.00 
15.00 


-13.21 . 


-27.46 


63.91 


15.00 




-25.93 


65.35 


15V0O 


-14.50 


-25 . 14 


64.28 


isvbo 


-15.92 


-24.71 


64.63 


-15.00 


-16. 96 


-25.87 


'■ 64.48 


15.00 


-17.94 


-25.95 


65.23 


15; 00 


-16.75 


-26.74 


63.50 


15.00 


-13.60 


-23.94 


63.89 


15.00 


-12.43 


-23.91 


64,25 


15.00 


-14 .11 


-23 .06 


63 . 02 


iSipO 


-13.36 


-?21. 9P f 


62; ' 53 


15.00 


-13.29 


-21.96 


61; 02 


15.00 


-11.96 


-22.46 


60.52 


15. 00 


-11.41 


-23.42 


61-13 


15.00 


-11.48 


-21.91 


59.50 


15.00 


-13.89 


-20.55 


62 98 


15.00 


-13.38 


-19 49 




15.00 


-14 . 94 


-20.5? 


63.77 


15.00 


-15.48 


-19.35 


64.30 


. 15.00 


-16.16 


-18.55 


63.21 


15.00 


-17; 14 


-19; 03 


: ;62:.;59-;. . 


15 . 00 


-15. 70 


-17.33 


62.93 


15.00 
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: ^:^.;>-;- : \'63 : 'iG^-::|G; :V . 



^16.40 -16.58 
-16.18 -17.07 



61.91 
60.50 



15.00 
15.00 



6 3 CiS O 


" ^i;6:ii :: 75r 




eg cc 


X3 . UU 


63 GYS CB 


•'•■ ; '- : i : 6^ : :i^ 

. . . . . X. W • X *J 


13 * XX 


no no 


1 C A A 

13 . UU 




-17-00 


-14.35 


63 54 

ww '-••WW.' 


1 C A A 
Iw . WW 




-15; 46 


ilwil9 


60 41 

WW . WX 


rc nn 

X3 • U w 


64 GA 


-15.19 


-18.79 


59.il 


15.00 


64 GtY C 


: .^l;6^:li2::. 


: -19.97 


58.JB3 


15 . 00 


64 GLY 6 




-20 49 


C7 70 


1 tr a A 
X 3 . U U 


65 GLY N 


-rl6;79 


-20 46 


cq or 


1 C A A 

xp . UU. 


65 GLY CA 


■.. ^17 70 

X; : f f. V ' ' 


-21 56 

: «X • J D 


CQ CO 


ic nn 
X3 . UU 


65 C5LY <T 


• .■ .X-;f 


— 72 HI 


oU • 4z 


15. 00 


65 GLY O 


Xv • f 4 


• :; -2 : V : '-i:v 

■ : ; '"|6J:-.:iJ-- 


oU • /4 


..'1 ";C . : : A ft 

15 .00 


66 GLY N 

. .WW VJUA 11 . 

66 GLY CA 


. . ... ..... X;W, ; 


• -,.-i2 ; ^-"-: : 62 : " 

Wfc ^.-♦•:W.X.. . 


irn 

ou .ox 

fZ\ 0 0 


T C : Aft 

15. 00 

1 C A A 


66 GLY C 


. : ■. , X \j • 4* J 

■ -19 4fl 


-2 *v 7ft 


OX .J / 
OX. 4 J 


15 .00 

tc nn 
13 . UU 


66 GLY O 

■w.w vjui •. V 1 


-20 57 


.'• -x^ C-- -0.-0 : 
. ••■■— • J. / 


OX . UU 


1C' Art 

15 vQO- 


67 TYR N 


■ -19'->\i ; T' : : 
- . X^ • J J. 


-26 Q A 


0 nc 
oz . uo 


ir A A: 

15 .00 


67 TYR CA 


• . w J /* . - 


-77 Q1 


co rc 

oz . xo 


1 C A A 

15 . 00 


67 TYR CB 


-19. 83 


-29 11 

ZJ tJl; 


61 fto 
ox . oz 


ic Art 
13 • UU 


67 TYR CG 

;W.'» ■ A - 


■ - ■ x^ » ^ 0 . 


i. 0 0 I P 
— ^ J • JO 


•'■■Ait' 


1 C A A 
13 . UU 


67 tyr rrvi 


^ : o'A ;; --- ; n : ifi :; - : 

/;— AU.VO 


— . X4 


39.33 


A -c - ft ft 

15 .00 


67 TYR CE1 




-2Q CQ 


jo . UJ 


T.fc A A 

15 .00 


67 TYR CD2 


-17 


-2Q ^"7 


CA 0 1 


IC A A 

15 . UU 


67 TYR CE2 

V/,. / XX XX *i r f ' 


■■ -17 ■' 




CQ CI 


1 C ft ft 

15 . 00 


67 TYP rvr 


_io on 

.— lo.zu 




57 . 84 


15.00 


67 TYR OH 


-17 70 




rc CO 
30.39 


1 c ■ rtft 

15.00 


67 TYR C 




— JZ 1 .0.0 


C 1 AO 


1 c Art 

15.00 


67 nrvp; /y 

•W #■ l;i A'. vy 


i-Ofl CC 




CA CO 

64 .52 


A - ft A 

15 . 00 


6fl MET TJ 


— 22 AH 


— ^0 . X J 


o3 . 48 


■ tT'' ft'-ft- 

15 .00 


68 MET PA 


-7 7 TO 


_OQ 1 71 

— ^0 . 14 


64 i 76 


15 . 00 


68 MET PR 

WW .A X *j i t* 


-pi 62 

« 0^ 




C A CC 

o4 . 56 


1 C ft ft 

15.00 


68 Met cg 






- CO OO 

63 . 82 


' - ft ft : ' 

15 * 00 


68 MET SD 


■■• -94 7fi 

... ; ; — A »; : .;7' : 0'-.. : 




CO Ail 

oz . 04 


^ IT ft ' ft 

15 . 00 


68 MET CE 

WW.- lUUi v«u 


— X O . J J7 


— Zp . X4 


CI c c. 

61. 56 


15 .00 


68 MET C 


-22 66 


-2Q 11 


C< ICO 
03 • Dj 


1 C ■ T^ jfl 
J.D . VJO 


6 8 MET O 




-29.21 


66.83 


15.00 


69 THR N 


,;H22:V:3 ; 2-:'.: 


■::-3^.:42' ; - • 


64.99 


15 . 00 


69 THR CA 


-21.87 . 


-31.57 


65.74 


15.00 


69 THR CB 


-21 . 55 


-32.78 


64.81 


15.00 


69 THR OG1 


-20.68 


-32.38 


63.72 


15.00 


69 THR CG2: 


-22.82 


-33.41 


64.29 


15.00 


6 9 THR C 


-20.65 


-31.21 


66.61 


15.00 
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TABLE Vm 

69 THR O -20 . 61 -31.62 67.76 15.00 

70 ASN N -19.74 -30.38 66.11 15.00 
70 ASN CA -18.56 -30.05 66; 91 15.00 
70 ASN CB -17.53 -29.28 66.07 15.00 
70 ASN CG -16.83 -30.17 65.02 15.00 
70 ASN OD1 -17.07 -31.39 64.94 15.00 
70 ASN ND2 -16.02 -29.55 64.17 15.00 
70 ASN C -18.99 -29.22 68.11 15.00 

70 ASN O -18?; 59 -29.49 69.21 15.00 

71 ALA N -19.95 -28.33 67.87 15.00 : 
71 ALA CA! -20.42 -27,44 68.91 15.00 
71 ALA CB -21.27 -26.35 68.33 15.00 
71 ALA C -21.15 -28.13 70.05 15.00 

71 ALA O -21.13 -27.69 71.20 15.00 

72 PHE N -21.84 -29.22 69.71 15.00 
72 PHE CA -22,53 -29.99 70.74 15.00 
72 PHE CB -23.59 ^30.93 70.13 15,00 
72 PHE CG -24.75 -30.22 69.47 15.00 
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183 SER O -28.81 -14.06 61.56 15.00 

184 TRP N -30.82 -13.98 60.55 15.00 
-184 TOP CA -30.50 -12 . 82 59.71 15,00 

184 TRP CB -30.71 -13.10 58,22 15:06 

184 TRP CG -29.79 -14 . 06 57.58 15.00 

184 TOP CD2 -29.90 -14.58 56.26 15.00 

184 TOP CE2 -28.80 -15.45 56.05 15.00 

184 TOP CE3 -30.82 -14.38 55.22 15.00 
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Table of the orthogonal three dimensional coordinates in 
Angstroms and B factors (A 2 ) for the cathepsin K 
complex with inhibitor 4-[N- 
I (phenylroethoxy) carbonyl] -L-leucyl] -1-N[N- ( methyl )- 
L-leucyl ) ] -3 -pyrrolidinone . 
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•23.88 -27.79 

24.47 -26.62 

23.93 -26.55 

25.32 -27.25 

21.91 -28.78 

21.81 -28.64 

21 .56 -29.90 

21.07; -31.07: 

20.66 -32.20 



Hit 



63.85 15.00 

63.94 15.00 

-62:^94 15.00 

:61v53 15.00 

60.57 15.00 

63.02 15,00 

64>44 15 . 00 

61.40 15.00 

60,08 15.00 

59.69 15.00 

58.53 15.00 
60.65 15.00 
60.37 15.00 

61.14 15.00 

61.54 15.00 
61.35 15.00 
62.08 15.00 
61.92 15.00 
61 . 00 15.00 
62.81 15.00 
62.80 15.00 
62.62 15.00 
61.37 15.00 
60.11 15.00 
58.95 15.00 
61.44 15.00 

60.30 15.00 
59.06 15.00 
57.94 15.00 
64.11 15.00 

65 . 15 15.00 
64.06 15.00 
65.27 15.00 
64.94 15.00 
64 . 20 15.00 
62.51 15.00 
61.69 15.00 
66.17 15.00 
67.39 15.00 
65 . 54 15.00 
66. 27 15.00 

65.31 15.00 
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69 THR OG1 

69 THR CG2 

6 9 THR/ C • 
: 69 THR jb; • 

70 ASN N 
70 CA 
70 ASN CB 
70 ASN CG ' 

7 0 asn dm 

7 0 ASN ND2 
70 ASN C 

70 ASN O 

71 ALA N 

71 :AIAi GB 

71 ALA G ; - 
v 71 : iAL;A. 0 .:- 

.;;;72V^HE;e;Nv : : 

l|#:?^:ieA . . 

72 PHE CG 
7 2 phe ; CD1 
72 PHE CD2 
72 PHE CE1 

|:7i: ; ; v PHE : :; ; eE2. 

72 PHE CZ 

72 PHE C 
7| : PHE O 

73 G LN N 
73 GLN CA 
73 GLN CB 
"73 GLN CG 
73 GLN CD 
73 GLN OE1 
7 3 GLN NE 2 
73 GLN C 

73 GLN O 

74 TYR N 
74 TYR CA 
74 TYR CB 
74 TYR CG 
74 TYR CD1 



.^9457-i: -31,77 
;-21 ,84 -32.58 
•-19-91 -30.70 
-1$.|94— 31.00 
-18.92 -30.00 
-17^77 " -29. S4 
-16.75; : -28i84 
-i5 ; 86 ; -29V80 
-15.33 ^30*72 
-15.68 -29.61 
-18.17 -28.63 
-17.53 -,28v66 
-19.20 -27.82 
-19.67 -26.91 
-20.66 -25.91 
^20.33 -r27.72 
-20.126 -27.37 
-20.96; -28,83 
-21.61 -29.70 
-22,57 -30.66 
-23 .73 -29.98 
-24 .28 -28.84 
-24.29 -30.48 
-25.35 -28.21 
-25.37 -29.87 
-25.91 --28.72 
-20.59 -30.46 
-20.79 -30.69 
i-19 . 48 -30 .82 
-18.43 -31.54 
-17.46 -32.17 
-16.71 -33:36 
•16.83 -34.56 
-17 .35 -35.61 
-16.37 -34.41 
•17.70 -30.62 
17.18 -31.07 
•17 . 64 -29.34 
16.96 -28.38 
16.74 -27 . 03 
16.38 -25.93 
15.16 -25 .95 



64.48 15.00 

64.45 15. 00 
67.18 I5;oo 

68.37 15v00 

66.64 15.00 

67.42 15; 00 
66.55 15.00 

65.85 15.00 

66.46 15.00 
64.55 15.00 
68.60 15.00 
69.66 15.00 
68.40 15.00 
69.44 15.00 

68.86 15.00 
70,55 15. 00 
71,72 15.00 
70.16 15.00 
71.13 15 . 00 : 

70.43 15,00 ; 
69.79 15; 00 
70.36 15.00 
68.63 15.00 
69.79 15.00 
68.04 15.00 
68.62 15.00 
71.96 15.60 
73.15 15:00 
71.33 15,00 

72.03 15.00 

71.04 15.00 
71.59 15.00 
70.67 15. 00 
71.07 15.00 

69.44 15.00 
72.99 15.00 
74.02 15.00 
72.65 15.00 
73.52 15.00 
72.81 15.00 
73.78 15.00 

74.45 15.00 
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78 
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-16 . 57 


78 


ASN C 


-16 ,64 


78 


ASN 0 


-16.46 


79 


ARG N 


-17.63 


79 


ARG CA 


-18 .61 



-25.02 75.40 15.00 

-24v?4 74.11 ■ 15 ,00 

-24 .00 • 75 . 07 15.00 

-24,05 75.71 15.00 

-23j.ll 76.67 15.00 

-28.17 74.84 15;, 00 

-28.14 75.89 15.00 

-27.98 74.77 15.00 

- : -27 ,76^ 75.97 , 15 ,00 

-27.47 75.58 15.00 

-27.23 76.82 15.00 

-26.25 74.67 15 . 00 

-29.01 76.87 15.00 

-28.91 78.10 15:, 00 

: -30 ,16 : 76 .26 15 . 00 : 

-31.42 76.97 15,00 

-32 ^58 76 .01 15.00 

-33.95 76.62 15,00 

-35:. 03 75 . 58 15.00 

-35jy:62'; ; 75Ul 15.00 

-35.28 74i86 15.00 

-31.55 77 ,68 15.00 

-31.76 78 . 89 15.00 

-31.41 76.94 15.00 

-31.51 77.53 15.00 

-31.56 76 . 46 15 .00 

-30,18 75.87 15.00 

-30,21 75,01 15.00 

-30.90 73,67 15 .00 

-30.32 72.90 15.00 

-30,36 78 . 49 15.00 

-30,49 79.41 15.00 

-29.22 78.22 15.00 

-28.04 79.05 15.00 

-26.77: 78.27 15 : 00; 

-25 . 51 79.00 15.00 

-25.35 79.40 15.00 

-24.59 79.14 15.00 

-28,15 80.26 15.00 

-27; 45 81.25 15.00 

-29.04 80.16 15.00 

-29.26 81.22 15.00 
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79 ARG CB 
79 ARG CG 
79 ARG (GO 
79 ARG NE 
79 ARG CZ 
79 ARG NHl 
79 ARG NH2 
79 ARG C 

79 ARG O 

80 GLY N: 
80 GLY GA 
80 GLY C 

80 GLY O 

81 ILE N 
81 ILE GA 
81 ILE CB 
81 ILE CG2 
81 ILE CGI 
81 ILE CD1 
81 ILE C 

81 ILE O 

82 ASP N 
82 ASP CA 
82 ASP CB 
82 ASP CG 
82 ASP OD1 
82 ASP OD2 
82 ASP C 

82 ASP 0 

83 SER N 
83 SER CA 
83 SER CB 
83 SER OG 
83 SER C 

83 SER O 

84 GLU Ji 
84 GLU CA 
84 GLU CB 
84 GLU CG 
84 GLU CD 
84 GLU OE1 
84 GLU OE2 



-17 .95 

-17.19 

-18,12 

^18.94 

-20; 14 

•. -20; 69 

-20.82 

: -19; 47 

— 19,86 

-19.75 

t20.58 
^20.38 

-19; 36 
: -21.37 
-21.35 
-22; 14 
-23.59 
-22,11 . 
-22/75 
-22;<)0 
-22; 86 
-21.56 
-22 ,09 
-21.08 
-19.89 
-18 .82 
-20.03 
r23i40 
-23.89 
-23 .96 
-25.19 
-26.03 

-25-19 
-24.76 
-23.59 
-25.68 
-25.29 
-26.39 
-25.83 
-24.85 
-25.26 
-23 . 68 



^29.:71 
-31.05 
-32.28 
/-32V34 * 
-32.92 
•^33,51 * 
-32.88 
-28,02 
' \-i27V74^ 
' ; ^2:7:v27 ; 
-26.08 
-24 . 97 
-24.93 
-24 .08 
-22.92 
-23.26 
: -23.57 
-21:.97 : :- 
-22 . 19 
-21.76 
-21.98 
-20.54 
-19.34 
-18; 20 
-18.44 
-17.87 
-19.18 
-18. 85 
-19.36 
-17.84 
-17.20 
-16.83 
-16,35 
-15.96 
-15.58 
-15.29 
-14.13 
-13 .59 
-12.69 
-13; 42 
-13.79 
-13.64 



' -:B2';54: 
82 .52 
82.55 
: 83.76 
83,84 
82^8 
84.99 
81,44 
82; 57 
80.38 
80v52 • 
79.49 
78.78 
79,41 
78.50 
77 .17 
77.46 
76 ,25 
74.90 
79.25 
80.il 
78.96 
79. 61 
79.59 
80,48 
80.2.1 
81.47 
79.02 
78.02 
79,68 
79 .27 
80.49 
81.52 
78.49 
78.53 
77.81 
77.03 
76.13 
75.03 
74.11 
72.99 
74,49 



15 ; 00 

is, bo 

15 . 00 
15.00 
15; 00 
15.00 
15.00 
15 ; 00 

; i|,oo 
is; op 
15.60 
i5;6o 
15,00 
15:; 00 
15; 00 
15.00 
15.00 

l5ioo 

15/06 

15,00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 ,00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15,66 

15.00 

15.00 

15, 00 

15.00 

15.00 

15.00 

15.00 
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• rf3;v.05:;r 77.92 15 > 00: 

;^12 .'84 • '. 77v90- 15. (>0 

: ; :: f- : l2 ; v3.6 - : ' 78v 69 " 15 . 00 

-11.32 79.55 15.00 

' rlO.32 ^i0v06 /" 15i 00 

-8.93 80.42 15.00 

:0&3&/:: 8i;i0 '.IsMo. 

-8.62 80.02 15.00 

-12.06; 80.68 : 15. 00 

rl2 . 29 81.73 15.00 

-12.51 80.37 15.00 

-13 .27 81.22 15.00 

-14.62 81.60 15.00 

-13.46 80.33 : 15.00 

r- 13 .52 80.81 15.00 

-13159 79 r 03 15.00 

-13.73 78.00 15.00 

-15.19 77.86 15.00 

415.40 77 .19 15.00 

-14.38 76.45 15.00 

:414ii59: 75.84 15.00 

-16.61 77.31 15.00 

-16.82 76.72 15.00 

-15.80 75.98 15.00 

-15.99 75 .42 15 .00 

.^i3.. : 2.iv, ; 76.73 : - :; : ; : i5*i0O-- : 

-13.98 75.86 15.00 

-11.89 76.64 15.00 

-10.92 77.65 15.00 

-ilV18 75.54 15 V00 

i9.i73 76.00 15.00 

F9.83 77.49 15;00 

; -l;l : v32' : 74 .15 15^:00 

-11.51 74.00 15.00 

-11.12 73 .14 V 15 ^00 

-11.21 71.74 15.00 

-11.61 70.87 15.00 

-12.04 69.48 15.00 

-13.11 69.29 15.00 

-13.47 68.02 15.00 

-11.36: 68.36 15.00 

-llv72 67.10 15.00 
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, 89 TYR ez 
89 TYR OH 
8 9 TYR G 

89 TYR O 

90 VAL N 
90 VAL GA 
90 VAL CB 

; 90 ^M CGl 
90 VAL CG2 
90 VAt C 

90 VAL 0 

91 GLY N 
91 GLY GA 
91 GLY C 

91 GLY O • 
j : '92;;:sGLN; ; N-v^> ; 

92 GLN CA 
92 GLN CB 
92 GLN CG 
92 GLN CD 
92 GLN OEl 
92 GLN NE2 
92 GLN C 

92 GLN O 

93 GLU N 
93 GLU CA 
93 GLU CB 
93 GLU CG 
93 GLU CD 
93 GLU OEl 
93 GLU OE2 
93 GLU C 

93 GLU O: 

94 GLU N 
94 GLU CA 
94 GLU CB 
94 GLU CG 
94 GLU CD 
94 GLU OEl 
94 GLU OE2 
94 GLU C 
94 GLU O 



-21.53 
21-09 
-20.90 
-21; 59 
-19.581 
-18 . 87 
-17.41 
-17.35 
-16.59 
-18.89 
-18.82 
-18.98 
-19.04 
-17; 71 
-17.56 
-16 . 76 

-15.43 
-14.62 

: ; -l4;.24\ 
-13 .83 
-12 . 91 
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-14.91 
-13.72 
-12.89 
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-11.68 
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-13.69 
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-13.11 
-9.91 

' #9.92 
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-9.84 
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-10.16 
-9.93 
-10.69 
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-9.09 
-7.66 

: --7.i9|: : 

r 6.93 . 
-11.92 
-11.91 
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-14.35 
-15.06 
-15.45 
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-15.24 
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-11.79 
-13 .46 
-±2.93 
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-10.82 
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71.08 
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69.08 
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-13.85 72.90 15.00 

^-14. 91 73 . 69 15.00 

-1403 6 74. 52 15. 00 

fl3.24 75.28 15.00 

-15.52 74.59 15.00 

-14.78 75.28 15.00 

-16.84 74.58 15.00 

-17.54 75.38 15.00 

-17.08 76.82 15.00 

-17.37 77.66 15.00 

-i?v06 75.31 15. 00 

-19.98 76.37 15.00 

-16.32 77.10 15.00 

-15/80;: v 78 ,44 i 15 . 00 

-14.29 78.41 15.00 

-13.37 78.13 15.00 

-12,55 76.50 15.00 

-11.72 76.66 15.00 

-16.57 79.13 15.00 

-15.96 79.66 15.00 

-17.90 79.15 15.00 

7I8.68 79.80: 15.00 

-20.17 79.54 15.00 

-21.01 80.24 15.00 

-20.84 79.95 15.00 

-21.59 80.59 15.00 

-21.96 81.19 15.00 

-22.73 81.83 15.00 

-22.53 81.53 15.00 

-23.27 82.16 15.00 

-18.42 81.29 15.00 

-18.80 82.11 15.00 

-17.74 81.62 15.00 

-17.38! 82.98 15.00 

-16.16 82.93 15.00 

-15.66 84.29 15.00 

-16.27 85.32 15.00 

-14.53 84.32 15.00 

-18.62 83.57 15.00 

-18.81 83.35 15.00 

-19.46 84.35 15.00 

-19.31 84 .81 15,00 
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135 


ILE CA 


135 


ILE CB 


135 


ILE CG2 


135 


ILE CGI 


135 


ILE CD1 


135 


ILE C 


135 


ILE 0 


136 


ASP N 


136 


ASP CA 


136 


ASP CB 


136 


ASP CG 


136 




136 


ASP GD2 


136 


ASP C 


136 


ASP 0 


137 


ALA N 


137 


ALA CA 


137 


ALA CB 


137 


ALA C 


137 


ALA O 


138 


SER N 


138 


SER CA 


138 


SER CB 


138 


SER OG 


138 


SER C 


138 


SER O 


139 


LEU N 


139 


LEU CA 


139 


LEU CB 


139 


LEU CG 


139 


LEU CD1 


139 


LEU CD2 


139; 


LEU C 


139 


leu o 


140 


THR VI 


140 


THR; CA 


140 


THRjCB . 


140 


TOR OG1 



-25,65 -27.10 
-27.62 -26.60 
-27.92 -27.68 
-27.80 -25.44 
-28.36 -25.36 
-29.74-24.70 
-30,76 -25.58 
-29.64 -23.31 
-30.91 -22.52 
-27,51 -24.50 
-26.46 -23.99 

-28.04 -24.32 

-27.44 -23, 50 

-27.56 -24.20 

-27.01 -23.38 

-27.62 -23.39 

-25.96 -22.75 

-28.17 -22,15 

-29.30 -22.07 

^27:56 -21.12 

-28.19 -19.81 

-28.23 -M9. 3 3 

-27 .52 -18.76 

-27.74 -17.56 

-26.72 -19.22 

-26.00 -18.34 

-24.80 -19.07 
-25.20-20.25 

-26.85 -17.71 
-26.50-16.66 
-27.96-18.36 

-28.85 -17.84 

-29.97 -18.82 

-29.63 -20,08 

-30.91 -20.89 

-29.04 -19.71 

-29.45 -16.51 

-29.82 -16 .33 

-29.61 -15.59 

-30 .17 -14.28 

-29.95 ' -13 .25 

-29.88 -13.93 



57.62 15.00 
56.18 15.00 

55.69 15.00 
55156 15.00 
54.21 15,00 
54.21 15.00 
54.87 15.00 
54.87 15.00 
54.84 15-00 
53.29 15; 00 

53.67 15.00 

52.09 is, dp 
51.05 15. 00 

49.70 15.00 

48.56 15.00 
47>48 15.00 
48.73 15.00 
51.05 15.00 

50.57 ;15.00 
51.62 15.00 

51.68 15.00 
53.12 15.00 
50.80 15.00 
50.97 15.00 

49.84 15.00 
48.92 15.00 
48.33 15.00 
47.66 15.00 
47 . 82 15.00 
47 ,27 15 . 00 . 
47:45 15 . 00 
46.42 15.00 

46.10 15.00 
45.32 15.00 
45:13 15.00 
43.97 15.00 

46.85 15.00 
48.00 15.00 
45.90 15.00 
46.20 15.00 
45.03 IS . 00 
43.77 15.00 
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TABLE DC 
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140 THR CG2 
140 TOR C 

140 TOR O 

141 SER ; N ' 

;.; : ;i4 : i- s£R ca •• 

141 SER CB 
141 SER OG 
141 SER C . 

; :l4lr SER 0 . 

141 PHE N 

v:142^;F^1gR;;\ 
14 2 : PHE CB 

|l42^i^ : :|C^- 

>'|42^Plpj:^i : 

142 PHE CD2 
142 PHE CE1 
142 PHE CE2 
142 PHE C2 

>442:;HIE ; .C. •' 

142 PHE 0 
vlii'Gl^'iN':/:' 
: : i43 GLN CA 

143 GLN CB 
143 GLN CG 
143 GLN CD 
143 GLN OE1 
143 GLN NE2 
143 GLN C 

143 GLN 0 

144 PHE N 
144 : PHE CA 
144 PHE CB 
144 PHE CG 
144 PHE GDI 
144 PHE CD2 
144 PHE CE1 
144 PHE CE2 
144 PHE CZ 
144 PHE G 

144 PHE O 

145 TYR N 
145 TYR CA 



-28.67 
-31.65 
-32.12 
-32 .37 
; -33 . 79 
-34.47 
-33.70 
-34.00 
^34.9? 
V33.07 
-33.13 
-32.01 
-31.93 
-32.67 
-31.12 
-32.62 
-•31.06 
-31.61 
-33.00 
-33.80 
-32.00 
-31.67 
-30.35 
-29.20 
-27.93 
-27.22 
-27.63 
-32.77 
-32.99 
-33.47 
-34. 54 
-34 .55 
-34.68 
-33.69 
-35.81 
-33.82 
-35,95 
-34.95 
-35.92 
-36.95 
-35.94 
-37.17 



-12.47 
-14.34 
■ 413.52 
; -;.-$15.'35: 
-15.49 
-16.53 
-17.71 
-15.80 
• -15.38 
-16.54 
-16; 89 
-17.88 
-l8v ; 18/ 
-19.22 
-17.42 
-19.48 
-17.68 
-18.71 
-15.60 
-15.30 
-14.81 
-13.54 
-13.03 
-13.96 
-13.71 
-12 .73 
-14.63 
-12.47 
-11.82 
-12.27 
-11.27 
-10.47 
-11.30 
-11.28 
-12.07 
-12.00 
-12.79 
-12.76 
-11 .84 
-11.28 
-12.99 
-13.65 



45.23 
46.59 
47.37 
46.10 
• 46v^t3 
45.55 
45.45 
47.91 
48.50 
48.49 
49.91 
50.28 
51,75 
52.31 
52.59 
53.68 
53,95 
54.51 
50.70 
51.59 
50 . 30 
50.93 
50,36 
50.70 
49.91 
50.12 
49.01 
50.94 
51.97 
49.82 
49.79 
48.49 
47.25 
46.28 
47 . 03 
45.10 
45.85 
44.89 
50.10 
49.70 
50.77 
51.15 



15 . 00 
15.00 
15.00 
15.00 
15.00 

15. pO 
15.00 
15.00 
' 15i00 
15500 
15.00 
lS^OO 
15.00 
15.00 
15.00 

15.00 

15.00 

15.00 

15.00 

$5. 00 

15,00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15. 00 

15.00 

15.00 

15 00 

15.00 

15.00 

15.00 

15.00 

is.oo 

15.00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
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TABLE IX 



P<fr/IJS*6n7512 : 



145 


TYR GB 


-36-88 


-15.04 


51.74 


15.00 


>05 


TYR CG 


-38-04 


-15.65 


52.51 


15; 00 


145 


TYR GDI 


-38; 88 


-16.58 


• 5ip9i : 


15.00 


<14t5 


TYR CE1 


-39; 95 


-17.13 


52.62 


15v0<> 


145 


TYR CD2 


-38.29 


•>T-15^28.; : 


53.83; 


v:i5^oi- 




TYR GE2 


-39.35 


-15. 82 


54.53 




145 


TYR GZ 


-40 .17 


•; -16 . 74 


53.^3 


15V0Q 




TYR OH 


-41.23 


-17.25 


54; 64 


15.00 


-.1:4:5 


TYR G 


-37.88 


'•-12:;* 76; 


■' 52; 115 


15;06 


: ;: :' : 145 


TYR 0 


-37.25 


^12. (39 


52.96 


15.00 


146 


SER N 


-39.21 


-12 . 78 


52; 12 


15.00 


146 


SER CA 


-40.01 


-12; 00 


53.04 


15.00 


146 


SER GB 


-40.30 


-10.61 


52.47 


15;00 


::: :1*6 : 


SER OG 


-40.96 


-i0v7l 


• 51. i2 


15.00 


146 


SER C 


-41.29 


: -liv72;' : ; .. 


53.43 


15; 00 


146 


SER 0 


-41.83 


-12.48 


54 .51 


15.60 


147 


LYS N 


-41.76 


-13 .63 


52.58 


15.00 


147 


LYS CA 


-42 .98 


-14.39 : 


52.86 


15.00 


147 


LYS GB 


-44.22 


^13.50 


52.79 


15; 00 


147 


LYS GG 


-44.61 


-13.04 


; 51;:39 


15.00 


147 


LYS CD 


-45.75 


-12; 03 


51:44 


15.00 


:>147.: 


LYS CE 


-45.98 


.- : -ii:f:35;: ; .. 


5ti;09 


15.00 


147 


LYS NZ 


-47.01 


-10.28 


50.19 




147 


LYS C 


-43 .16 


-15.60 


51.95 


15.00 


147 


LYS 0 


-42.49 


-15; 70 


50.92 


15.00 


148 


GLY N 


-44 . 05 


-16.50 


52.36 


15; 00 


148 


GLY CA 


-44.34 


-17 .71 


51.60 


ISvbO 


148 


GLY C 


-43.51 


-18 .90 


52 .07 


15.00 


148 


GLY 0 


-42; 99 


-18.90 


53.18 


15;06 


149 


VAL N 


-43 .43 


-19.92 


51.22 


15; 00: 


149 


vAl CA 


-42.66 


-21.12 


51.51 


15.00 


149 


VAL GB 


-43 . 53 


-22 .39 


51; 40 


15 .00 


149 


VAL CGI 


-42.69 


-23.64 


51.56 


15.00: 


149 


VAL CG2 


-44 .62 


-22.35 


52.45 


15.00 


149 


VAL C 


-41.53 


-21.16 


50.47 


15 ; 00 


149 


VAL 0 


-41.75 


-21.48 


49.30 


15.00 


150 


TYR N 


-40.33 


-20.80 


50.90 


15.00 


150 


TYR CA 


-39.19 


-20 .78 


50 .01 


15.00 


150 


TYR CB 


-37.96 


-20.25 


50.75 


15.00 


150 


TYR CG 


-36.72 


-20.12; 


49.90 


15.00 


150 


TYR GDI 


-36.64 


-19. 13 


48.91 


15.00 


150 


TYR CE1 


-35.51 


-19. 02 


48.09 


15,00 
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-ill 0::,TYR CT2 
150 TYR^CK 
150 TYR GZ 
150 TYR OH 
150 TYR C . 

150 TYR 0 
: 'jl5i;;; , IYR:,^^ . 

151 TYR CA 
151 TYR C B 

:"l5i'..TYR- :G<J\ • 
151 TYR CD1 

:: ;m51:; : ;^TYR:;G^l 

151 TYR CD2 
151 TYR CE2 
151 TYR CZ 

151 TYR C 

151 TYR O ■■; 

152 ASP N 
152 ASP CA 
152 ASP CB 
152 ASP CG 
152 ASP ODi 
152 ASP OD2 
152 ASP G 

152 ASP O 

153 GLU N 
153 GLU CA 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU OE1 
153 GLU OE2 
153 GLU C 

153 GLU 0 

154 SER N 
154 SER CA 
154 SER CB 
154 SER OG 
154 SER C 

154 SER O 

155 CYS N 



-35.64 
r34.51 
-34.45 
-33,36 
-38.89 
^38.81 
-38>77 
-38.39 
-39.55 
-39.06 
-37; 99 
-37,47 
-39,60 
-39.09 
-38.02 
-37; 46; 
^31 .65 
-38; 13 
-36.50 
-35.69 
-34.92 
-34.31 
-33.30 
-34.83 
-34.74 
-33 .67 
-35 .12 
-34.30 
-34. 99 
-35.86 
-35.20 
-35 . 85 
•34.05 
32.88 
32.12 
32.56 
31.21 
31.23 
29. 99 
30.32 
29.08 
30.95 



-20.99 
-20.89 
-19.91 
-19.82 
-22 ill 
-23 .15 
-22,06 
; -23.22 
-24.11 
: -25 .31 
-26.08 
-27 .12 
-25 .61 
-26.64 
• ; -?27.:39:;.. 
^28,37 ' 
-22.71 
-21.81 
-23.30 
-22.88 
-21.62 
-20.95 
-21.46 
-19.9? 
-24.00 
-24.16 
; -24.77 
-25.88 
-26,68 
^25,85 
-24.55 
-23.49 
-24.58 
-25.53 
-26v4l 
-24.24 
-23.81 
-22.38 
-22.04 
-23.92 
-23.86 
-24.11 



50.05 
49 .24 
48.26 
47.42 
49.33 
.\:49v;98 : : 
48.01 
47,21 
46.79 
45.98 
46.43 
45.66 
44.73 
43 . 95 
44 . 43 
43.65 
45. 98 
45.29 
45.71 
44.58 
44.94 
43.75 
43.24 
43.34 
44 . 16 
44.74 
43,14 
42.66 

40.61 
40.21 
40.40 
39.73 
42.24 
41.84 
42.24 
41.87 
41.29 
40.68 
43.11 
43.03 
44.26 



;;15 


.06 


15 


w$ 


i§5i 


.00 




.00 


15 


.00 


15 


.00 


15 


.00 


15 ■ 


.00 


15. 


.00 


15. 


00 


15. 


00 


15. 


00 


is. 


00 


15. 


00 


15. 


00 


15. 


00 


15. 


00 



15,00 

15.00 

15.00 

15-00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 
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155 


CYS 


VCAV, 


■: ; V^0v2 : 5 


155 


CYS 




: f29.46 


155 


CYS 


:; : :0^. 


-30.01 


155 


CYS 


|§B;> 


-31.24 


155 


CYS 




-30.52 


156 


ASN N 


-28.18 


156 


ASN 


CA 


;' : -27.32 


156 


ASN 


;:.cb: : :: : ::.; 


-25.94 


156 


ASN 


CG 


-25.00 


156 


ASN 


OD1 


-25.41 


156 


ASN ND2 


-23.72 


156 


ASN 




r- -27V17 


156 


ASN 


0 : : f 


i ;-26:.43*; 


157 


SER 


'N ; : ; : ^ 


-27.79 


157 


SER 


CA 


-27.75 


157 


SER 


CB 


-28.54 


157 


SER 


OG 


-29.86 


157 


SER 




-26.34 


157 


SER 


0 


-26.09 


158 


ASP 


W- ■ 


-25; 42 


158 


ASP 


:CA, 


-24.04 


158 


ASP 


CB 


-23.39 


158 


ASP 


CG 


-24.30 


158 


ASP 


OD1 


-25.16 


158 


ASP OD2 


;: -24:;,::16;: 


158 


ASP 


C 


-23.23 


158 


ASP 


0 


-22.07 


159 


ASN 


N 


-23.84 


159 


ASN 


CA 


-23.16 


159 


ASN 


CB 


-23.23 


159 


ASN 


CG 


-22i. 43 


159 


ASN 


OD1 


-21,20 


159 


ASN ND2 


-23.13 


159 


ASN 


; G -, 


-23.72 


159 


ASN 


O . 


-24.52 


160 


LEU 


N 


: : : ;-23 :32 


160 


LEU 


CA 


-23.78 


160 


LEU 


CB-;...;\ 


-23; 80 


160 


LEU 


CG 


.::t24:^1..- 


160 


LEU 


CD1 


-24.59 


160 


LEU 


CD2 


-26.15 


160 


LEU 


C 


-22.89 



-24.27 45.52 15.00 

-25.57 45.44 15.00 

-26.60 45.04 15.00 

-24.29 46.67 15.00 

-24.05 48.32 15.00 

-25.54 45.80 15 .00 

-26.73 45.73 15.00 

-26.34 45.18 15.00 

-27.52 45.10 15.00 

-28.68 45.25 15.00 

-27.24 44.86 15.00 

-27.54 47.03 15 . 00 

-27.15 47.94 15.00 

-28.71 47.05 15.00 

-29.59 48.22 15.00 

-30.87 47.97 15.00 

-30.55 47.53 15.00 

-2$. 33 r 48.65 15.00 

-30 . 17 49 . 82 15. 00 

-29.97 47.69 15.00 

-36.32 47-96 15.00 

-30.99 46.77 15.00 

-32.01 46,10 15.00 

-31.59 45.30 15.00 

>33 . 22 46.38 15.00 

-29.12 48.47 15.00 

-29.26 48.88 15.00 

-27; 94 48.44 15.00 

-26.74 48.87 15.00 

• -25 .65 • 47.79 ISiOO 

-24.40 48.16 15.00 

-24.43 48.25 15.00 

-23.30 48.37 15.00 

-26.25 50.20 15.00 

-25.31 50.24 15.00 

-26.89 51.29 15.00 

-26 . 48 ' ■ : 52.62 15.00 

-27. 66 53.59 15.00 

-28.86 53.26 15.00 

-29.92 54.34 15.00 

-28.43 53.10 15.00 

-25.34 53.12 15.00 
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TABLE DC 
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160 LEU O 


-21.71 


161 ASN N •. 


-23.46 


161 ASN 


1 CA - 


: -22.70 


161 ASN 


CB> •' 


,.-22".:4S : 


161 ASN 


V GG 


/:-23;:,;8C> 


161 ASN 


: ODl ■ 


-24.62 


:161 ASN 


ND2 


>-24.b2 


161 ASN 


:,-G;-;' 




161 ASN 




■ .;/-22>50/ 


:; : lj52; : HIS 


: .'N : ; :: ; 


■ ':>f2&S6) 


162: HIS 


' CA . ' 


-25.P9 


;^|#¥;HIS : 


:CBv ; ; 


V -26;09 


1 62- HIS 


fGGV ■ 


■ : : :-26;.i6 


162 HIS 


CD2 


-27.52 


162 HIS 


ND1 


: ■ -?5:-;3:S:; : 


: 162 HIS 


CE1 


-25.89 


162 HIS 


NE2 


-27.20 


162 HIS 




-25.73 


162 HIS 


0 v- 


-26.57 


163 ALA 


;. : n;; 


-25.29 


rl63 ; -:-ALA : 


?ca: ; ' 


-25.82 


163 ALA 


;gb>. 


-24.83 


163 ALA 


• C 


-27 . 09 


163 ALA 


o 


-27.17 


164; VAL: 


N 


-28.07 


164 VAL CA 


-29.33 


164 VAL 


GB , 


-30.15 


164 VAL 


CGI 


-30.99 


164 VAL 


CG2 


-30.94 


164 VAL 


C ' 


-30.02 


164 VAL 


o . 


-29.40 


165 LEU 


N 


-31.28 


165 LEU 


CA 


-31.97 


165 LEU 


CB 


-31.89 


165 LEU 


GG 


.;-3'2>54: 


165 ;LEU 


cpi 


-31.64 


165 LEU 


GD2 


^32.80 : 


165 LEU 


C 


-33.42 


165 LEU 


O 


—34.17 


166 ALA 


n •' • 


-33.78 


166 ALA 


CA 


-35.16 


166 ALA 


CB 


-35.20 



-25.55 53.43 15.00 

-24.15 53.23 15.00 

: -22.98 53.65 15.00 
r22vb4\ :: ^52r.:'46: ; : ;15 . 00 

-21.60 51.80 15.00 

-20.89 52.40 15.00 

^22, 04 * : - v;50 :: ; : 57:. ",}i5\ 00 

-22.19 54.82 15.00 

-21.41 55.44 15.00 

-22.38 55,16 151 00 

-21.63 56.25 15.00 

-20.60 55.70 15.00 

-19.45 56.63 15.00 

-18.88 57.02 15.00 

-18.74 57.27 15.00 

-17.79 58.01 15.00 

-17.85 57.88 15.00 

-22.52 57.32 15.00 

-23.36 57.03 15.00 

-22.33 58.56 15.00 

-23.08 59.68 15.00: 

-23.11 60 .82 15.00 

-22.35 60.10 15.00 

-21.12 60.04 15; 00 

-23 , 10 60.57 15.00 

-22.51 60.95 15.00 

-22.28 5? .67 15.00 

-23.50 59.31 15.00 

-21.02 59.76 15.00 

-23;. 41; 62.00 15 .00 

-24:32 62.53 15.00 

-23.14 62.31 15.00 

-23 .9 5 63 .31 15 .00 

-23 .27 64.69 15 ; 00 

-23 .86 65,94 15.00 

-24.89 66.56 15 . 00 

-22.75 66.92 15 . 00 

-24.23 62; 94 15.00 

-23.31 62.68 15.00 

-25.51 62 .87 15.00 

-25,91 62 .55 15 .00 

-27,32 62.01 15.00 
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TABLE IX 
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166 




"166 


ALA 0 


: :;:i67 


VAL N 


0j&7 


VAL CA 




VAL CB 


167 


VAL CGI 


167 


VAL CG2 


167 


VAL C 


167 


VAL 0 


168 


GLY N 


168 


GLY CA; 


168 


GLY C 


168 


GLY 0 


16? 


TYR N 


169 


TYR CA 


169 


TYR CB 


169 


' TYR CG 


169 


TYR GDI 




TYR CE1 


169 


TYR CD2 


169 


TYR CE2 


i€9. ; 


TYR CZ 


169 


TYR OH 


$16 : 9* 


TYR C 


169 


TYR O 


170i 


GLY N 


170 


GLY CA 


170 


GLY C 


170 


GLY 0 


171 


ILE N 




ILE CA 


£71 


ILE CB 


171 


ILE CG2 


171 


ILE CGI 


171 


ILE GDI 


171 


ILE C 


171 


ILE 0 


172 


GLN N 


jL72 


GLN CA 


172 


GLN CB 


i72 


GLN CG 


172 


GLN CD 



-35.95 
-35.67 
-36.93 
-37.77 
-37.87 
-39.11 
-36.64 
-39.14 
-39.98 
-39.36 
-40.63 
-40.88 
-39.96 
-42.12 
-42.52 
-41.99 
-42.49 
-43.82 
-44.30 
-41.66 
-42.13 
-43.46 
-43.96 
-44.03 
-44.71 
-44.57 
-46.01 
'46.48 
-45.85 
-47.55 
•48.11 
-49.30 
48i79 
•50.29 
•51.40 
•48.63 
48.87 
48.75: 
49.27 
48.22 
48.63 
47.49 



-f25.80 
-26,47 
:-24 : .91. 
-24 . 62 
:::^23 : ^ : :p5'. 
-22>60 
-22y53 
-25.30 
' ; ^25::.-i7 : ' : 
: : ^26:v;0.5, 
■ : I2:6>73; 
-27.11 
-27.09 
.^2'7-^5:' ; : 
-27.84 
-29.24 
-30.37 
-30.80 
-31.81 
-30.99 
-32.01 
-32.41 
-33.41 
-27.76 
-27.65 
-27.80 
-27.72 
-27.54 
-28.04 
-26,79 
-26 . 53 
-27.48 
-28.88 
-27.53 
-26;48 
-25.10 
-24, 44- 
-24.62 
-23.28 
-22.34 
-20.86 
-19.92 



- :; 63;:83 
64V81 

64.97 
65.10 
65.81 
65.82 
64.88 
■; : #5;.77| 
63.81 
63.66 
62.23 

: 61.41 

61 . 92 

60.57 

60.21 

61.09 

61.01 

61.82 

62.01 

62.83 

62 . 73 

63.53 

60.48 

61.49; 

59.26 

59.11 

57.68 

56; 75: 

57.50 

56.18 

55.85 

55.55 

57.02 

56.97 

56 . 07 

57.08 

54.84 

54.60 

54.00 

53 .96 : 

54.36 



15.00 

15 ; 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

is. 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

3.5 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15 - 00 

15.00 

15.00 

15.00 

15.00 



WO 97/1*177 



TABLE DC 



PCT/US96/17512 



172 


GLN 




V : >-47..54 




GliN 


NE2 


; i .; : ^46>.'46: 


;;;;li72 


i GLN 




-50;. 4 6 


•'i|3 


GLN 




•51-49 


: : -173- 


;;|-LY$: 




-50.30 


;-:;173 


^S 


^CA-;:?-;.; 


-51.38 


: .;:.;i^3; 


" ; ;:;LYS: 


yiCB:;; ;• . 


-51.36 


173 


: lys 


\feG> : , 


-51.38 




••i-LYS; 




-52.68 


::.;i7-3 


•: ; LY$; 


^GE-i:- ; 


•\-;.-53'ififr 


: -173; 


;;-Lys; 




-53.58 


:$pl 






-51 .15 


:::i73: 


: ; : ;Lys ; 




-50 .84 


174 


gly 




-51.19 


: i74; 


GLY 




-50.98 


.17£ : 


GLY 




^49.52 


174 


GLY 




-49.20 


175 




:'t4;8':.63- 


175 


ASN 




-47.21 


175 


ASN 




-46;45 


v 175> 


Ask 




—47 . 23 






opi 


-48.07 


: : 175- 


ASN NT)2 


-46.97 


175 


ASk 




-46.60 


175 


ASk 




-46.82 


176 


LYS 




-45.87 


/17:6', 


LYS 




-45 .20 


176 


LYS? 




-44; 69 


176 


LYS 




^;-4 ! 5V74 . 


i7;!6::: 


jlys;> 


,G^ : ; ... 


-46.88 


176:- 


LYS 




; —47.97 


17$ 


LYS 




-48.80 


176 


LYS 


C : ...' 


-44.05 


176 


LYS:;! 


o 


-43; 63 


177 


HiS 


: N^M 


-43457;, 


177: 


HI^; 




-42 .45 


177 


HIS 




:-42i88 


177 


HIS 


iGG; - : 


-43.82 


177 


HIS 


GD2 


-43.66 


177 


HIS 


ND1 


^45.10 


177 


HIS 


GE1 


-45.67 


177: 


HIS 


NE2 


-44v82 



-19.28 55.40 15.00 

-19.83 53.52 15.00 

-23.45 53.67 15.00 

-24.00 54.07 15.00 

-23.07 52.41 15.00 

-23.21 51-46 15.00 

-22.10 50.42 15.00 

-20.70 51.04 15.00 

-20.28 50.78 15.00 

-19.10 49.88 15.00 

-24V57 50.86 15.00 

: -24.70 49.68 15.00 

-25.57 51.73 15.00 

-26.94 51.31 15.00 

■ V27.-32 ■ 51-13 IS. 00 

-28.49 50.87 15.00 

-26.35 51,27 15; 00 

-26.62 51,11 15.00 

-25.42 50.56 15.00 

-24 . 69 49V49 ' 15. 00 

-23.83 49.80 15.00 

-25.03 48.24 15.00 

-27.05 52,42 15.00 

-26.41 53.46 . 15.00 

-28.16 52.38 15.00 

428.68 53.57 15.00 

-30ul6 53.34 15.00 

-31 -11 52 . 86 15 . 00 

-31.26 53.85 15.00 

-32.21 53.34 15.00 

-31.66 52.19 15.00 

-27 .71 • 53. 76 15 . 00 

■-27.08 52 . 80 15.00 

427.54 54.99 15.00 

-26,64 55.21 15.00 

-25.18 54.99 15.00 

-24.66 56.02 15.00 

-24.45 57.35 15.00 

-24.21 55.71 15.00 

-23.75 56.81 15.00 

-23.88 57.81 15.00 



WO 97/16177 



TABLE K 



177 HIS C 
'177:;^S;;!Q:";' 

178 TOP N 
178 TOP f CA 

: : x 178 TOP CB 
178 TO P CG 
178 TOP CD2 

. • • • 178 5FRP X!E2 

';;^'::17:8$||^::i<|E3' 

178 TOP CD1 
178 TOP NE1 
178 TOP CZ2 
178 TOP CZ3 
178 TOP CH2 
178 TOP C 

178 TOP :0 

179 ILE N 
179 ILE CA 
179 ILE CB 

.. :' : i;79 : :i;i|^|§G2:;.' ; 

179 ILE C ; . 

179 ILE O 

180 ILE N ' 
180 ILE CA 

■ 180 ILE CB 
180 ILE CG2 
180 ILE CGI 
180 ILE CD1 

; 180 ILE/cl\;* 

180 ILE O 

181 LYS N 
181 LYS CA 
181 LYS CB 

: 181 LYS C<3 
181 LYS CD 
181 LYS CE 
181 LYS NZ 
181 LYS C • 

181 LYS O 

182 ASN N 



-41.71 


-26.78 


-42.23 


-27.35 


-40.49 


-26.24 


-39.60 


-26.23 


-38.19 


-26.64 


-37.99 


-28.06 


-38 .07 


-29-18 


-37.75 


-30.33 


-38.38 


-29.33 


-37.64 


-28.56 


-37.4? 


-29.92 


-37,73 


-31.61 


-38 .37 


-30.60 


-38 .05 


-31.72 


-39.54 


-24.81 


-39,17 


-23 . 88 


-39.90 


-24 .63 


-39.78 


-23.31 


-40.56 


-23.19 


: :-4b':v42 : : 


-21.80 


-42.03 


-23 .55 


-42.83 


-23.54 


-38.30 


-23.20 


^-3;?;. : ;76-' 


-24.02 


-37 . 61 


-22.23 


: : --36v. : -I8 ; .- 


-22 . 05 


-35.39 


-22.09 


-33 .93 


-21.75 


-35.49 


-23.48 


-35.01 


-24 . 57 


-35.91 . 


-20.73 


-36.58 ■ 


-19.74 


-34,98 


-20.76 


-34; 59 


-19 .:57 ' 


-34.57 


-19.82 


-34.13 


-18.62 


-33.87 


-19.01 


-33.59 


-17.80 


-33.32 


-18.14 


-33.19 


-19.24 


-32.27 


-20 . 05 


-33.04 


-18.08 



56 . 53 15.00 
57 . 50 15.00 

56.54 15.00 
57.69 15.00 
57; 31 15.00 
56.96 15.00 
57 .84 15.00 

57.09 15.00 
59.20 15.00 
55.74 15.00 
55.81 15.00 
57.65 15.00 
59.76 15.00 
58.98 15.00 
58.28 15.00 
57.58 15.00 

59.55 15.00 
60.15 15.00 

61.47 15.00 
62; 04 15.00 
61.26 15.00 
62.53 15.00 

60 .48 15 . 00 
61.22 15.00 
59.88 15.00 

60.12 15.00 

58.78 15.00 
58.98 15.00 
58.17 15.00 

59.10 15. do 
60.84 15.00 
60.60 15 .00 

61.79 15.00 
62.52 15.00 
64.03 15.00 
64.86 15.00 
66.30 15,00 

67.13 15,00 
68;55 15.00 
62.02 15.00 
62.15 15.00 
61.38 15.00 



WO 97/16177 



TABLE DC 



PGT/USW17512 



182 ASN CA 


-31.75 


182 ASN CB 


,.: —31^93 


182 ASN CG 


: : ;::;--30i,-7;l. 


182 ASN OD1 


-29.58 


182 ASN ND2 


-30,94 


182 ASN C 


:. -31.07 


18.2 ASN 0 


-31.52 


183 1 SER N 






-29.28 


183 SER CB •' j 


-28.10 


183 SER OG 


-27.27 


183 SER C 


-28.83 


183 SER O 


-27.65 


184 TRP N 


-29.77 




-29.49 


184 TRP CB 


-29 .61 


184 TRP GG 


-28.60 


184 TRP CD2 


-28.66 


184 TRP CE2 


-27 . 49 


184 TRP ;|CE3 


: —29.60 


184 TRP GDI 


-27.43 


:i84:-: : TRp|?OTl0v ; 


-26.76 


,184 TRP CZ2 


-27.22 


184 TRP CZ3 


-29.33 


184 TRP CH2 


-28.15 


184 TRP G 


-30.42 


184 TRP 0 


-30.89 


3.85 GLY N 


-30.70 


185 GLY CA 


-31.58 


185 GLY C 


-33.02 


185 GLY;: : 0: :; ; v i'- 


-33.31 


186 GLU : N 


;^33:;.94;\: 


186 GLU CA 


-35.36 


186 GLU CB 


>36 .22 : 


186 GLU CG 


-36.03 


186 GLU CD 


-36.84 


186 GLU OE1 


;: : ; -37.-97- v : 


186 GLU OE2 


-36.35 


186 GLU ; C 


-35.77 .'. 


186 GLU 0 


-36 -90 


187 ASN N 


-34.84 


187 ASN CA 


^35.06 , 



-17 i 66 60.85 15.00 

—16.90 59.53 1.5. 00 

-16.97 58.64 15 .00 

-17.07 59.11 15.00 

-16.92 57.33 15.00 

-16 .80 61.91 15.00 

-16 175 63.05 15 .00 

-16.13 61.55 15.00 

-15.27 62.49 15.00 

-16.00 63 .13 15.00 

-16.59 62.15 15.00 

-13.99 61.81 15.00 

-13.66 61.82 15. 00 

-13.30 61.17 15.00 

-12-05 60.48 15.00 

-12.22 58. 96 15.00 

4l3.i5 58.37 ., ; 15.00 

-13.78 57.08 15.00 

-14.55 56.94 15.00 

-13 .77 56.03 15.00 

-13 .56 58.93 15.00 

-14.39 58.08 15.00 

-15.31 55.78 15.00 

-14.53 54.89 15.00 

-15.29 54.78 15.00 

-10.97 61.00 15.00 

-10.12 60.25 15.00 

-11.03 62.30 1 5 .00 

-10.07 62.94 15.00 

-10.33 62.57 15.00 

-11.05 61.62 15.00 

-9.76 63.35 15.00 

-9.93 63.07 15 . 00 

-9 .59 64.28 15 .00 

-8.21 64.80 15.00 

-7.96 66.04 15.00 

-8.49 66.13 15.00 

-7.22 66.93 15. 00 

-9.12 61.86 15 i 00 

-9.24 61.38 15.00 

-8.32 61.36 15.00 

-7.47 60.20 15.00 



WO 97/16177 



TABIiEIX 



PCT/US96/i7512 



187 


ASN 03 


-34.05 


187 


ASN CG 


•":-34:.4 : i : 


187 


ASN GDI . 


' ,-35;. 57 


187 


ASN ND2 




187 


ASN C 


-35.00 


187 


ASN 0 


: -35.44 


188 


rap n 


-34,42 


18^ 


TOPrCA 


-34.30 


188 


TO P CB 


-33.01 


188 


TOP CG ; 


••v : -- : 32. : .-iB4- 


188 


TOP CD2 


-33.26 


188 


TOP CE2 


-32 .96 


188 


TOP CE3 


-33 , 86 


188 


TOP CD1 


-32.32 


188 


TOP NE1 


-32.39 


188 


TOP CZ2 




188 


TOP C23 


-34.15 


188 


TOP GH2 


-33.84 


18$ 


TOP C 


>35.50 


188 


TOP 0 j 


-36.05 


189 


GLY N 


-35.92 




GLY CA 


-37.05 


189 


GliY.; C 


-38.29 


189 


;g^M;^;:.\: 


-38.61 


190 


ASN N 


-39.01 


;i?J0/:'i^H#; ; : : : ;"'. 


-40 21 


19b 


ASN CB 


-41.21 


190 




-42.58 


190 


ASN OD1 


-42.74 


190: 


ASN ND2 


-43.60 


190 


ASN C 


■f39.77 


190 


ASN O 


^39.83 


191 


LYS N 


-39.24 


191 




--38>8p 


191 


LYS CB 


•'. -4^. 02 


191 


LYS CG 


-40.86 


191 


LYS CD 


-42.05 


191 




-43.16 


191 


L YS N Z 


. T 43.76 


191 


LYS C 


' -37.83 


191 


L YS 6 


t38;02 


192 


GLY N 





-6.32 60.16 15. 00 

-5,27 59.11 15.00 

^5.16 58.70 15.00 

-4j49 58.69 15.00 

-8.26 58.91 15; 00 

-7.79 57.86 15.00 

-9.46 58.97 15.00 

-10,30 57.80 15.00 

-11.12 57.86 15.00 

11. $9 • 56 v ;7'f' 15.00 

-13.36 56.60 15.00 

-13.77 55.29 15.00 

-14.26 57.48 15.00 

-11.65 55.51 15.00 

-12.71 54.64 15.00 

-15.07 54.83 15.00 

-15.55 57.02 15.00 

-15.94 55,72 15.00 

-11.21 57; 63 15.00 

-11.71 58.-61 15.00 

-11.43 56.38 15.00 

-12.30 56.10 15.00 

-11.99 56.92 15.00 

-10.83 57.20 15.00 

-13.04 57.31 15.00 

-12.85 58.11 15.00 

-13.98 57.90 15 . 00 

-13.65 58.45 15,00 

-12|81 59v33 15,00? 

-14.32 57.92 15.00 

-12 .74 j59.56 15 .00 

-13 .72 ; 60. 30 15 .00 

-11.59 59.94 15.00 

-11.39 61.31 15.00 

-11.23 62:23 15.00 

-10.00 61.87 15.00 

-9.79 62.79 15.00 

-10.79 62.51 15.00 

-10.63 61.141 15.00 

-12.46 61 .81 :15;00 

-13 . 08 62.86 15.00 

-12.65 161*03 15.00 



y4 



WO 97/16177 



TABLE K 



PCT/US96/17512 " 



192 GLY GA 
192 GLY C 

192 GLY O 

193 TYR ; N 

' ' 193 TYR :CBV:: 
'■;i93^r^^V 
193 TYR (Obi; 
: 193 TYR CTi 
193 TYR CT2 
193 TYR |CE2: 
ISfc TiR <& l 
193 TYR cw ; 
193 TYR C 

193 TYR 6 

194 ILE N 

194 ILE CB 
^•194.:ILE^2| 
194 ILE dGl 
194 II^ GDl 

194 ILE G 

195 LEU N 
195 LEU CA 
195 LEU CB 
195 LEU CG 
195 1^ Clil 
195 LEU CD2 
195 LEU C 

195 LEU O 

196 MET N 
196 MET CA 
196 MET CB 
196 MET "CG? 
196 MET SD 
196 MET CE 
196 MET C 

196 MET O 

197 ALA N 
197 ALA CA 
197: ALA CB 



-35 .73 

: ^#g9$ 
-35;Oo 

;.t37 ; :.;21 
-37 £53 
-38.71 
-38.44 
-38.48 
-38}L;2l 
-38. 12 
-37.84 
-37 -89 
-37.62 
-37.78 
-38.05 
-37.72 
-37.95 
-36.63 
-35^63 ; 
-36.940 
-35.75 
-38.57 
-38.12 
-39.65 
-40.34^ 
-4'1;::|4." 
-420:72 
-42.11 
-44.10 
-39.7$ 
-40.17 
-38.86 
-38.25 
-36.83 
•35.91 
•34.1.8 
33.94 
;39 .13.' ' 
40.03 
38.87 

;39:b€7*: 
39.50 



-13 .62 

^:\7-15.:p5 

-15 . 80 
• '-15v43 
-16.78 
-17.32 
-17 v47 
-16.39 
-16.54 
-18.72 
-18.88 
-17.79 
-17.95 
-16.91 
-15.93 
-18.14 
-18:43 
-18.38 
-19.42 
-18.61 
-18.49 
-19.82 
-20.78 

rl9.9i 

-21.17 

-20.95 

-21.15 

-20.50 

-20.59 

-21.84 

-21.50 

-22.76 

-23.48 

-23.91 

-22 .73 

-23.17 

-24;. : 05:' 

-24; 66 

-25 ; 06 

-25V24 

-26.35 

-26146 



'■::;: : 61i37 

60.72 
60v7l 
60.30 
61.10 
62 . 58 
•:v:63 : .44::' 
64.79 
63 111 
64. *6 
1 65; 29:' 
66; 63 
58*82 
58.14 
58.33 
56.92 
56. Q7 
56.55 
54.60! 

53 .69 
56.79 
57.42 
56.03 
55.80 
55.67 
56.90 
58,14 
56.59 
54.56 • 
53.45 

54 . 75 
53 . 63 
53^98'r 
54.21 
54.37 
52 . 64 .. 
53 .22 
53197 
52.05 
51.54 
50,04 



15 . 00 
15.00 
15.00 
15.00 
' 15.00 
• ;*S;:66| 
•15.06 
15-00 
15100 
15.00 
15.00 
15.00 

15. 00 

15/00 

; : ;: :15'--.00 ; :: 
15.00 

15.00 

15.00 

15.00 

15>:00 

15;00 

15.00 

15 lOO 

15.00 

15.00 

isloo 

15^00 

15.00 

15.00 

15 loo 

15.00 

15.00 

15.00 

15.00 

15.66 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 



WO 97/16177 



TABLE K 



PCT/US96/17512 



197 ALA C 


-39.40 


197 ALA 0 v 


-38.26 


' 198: ARG : N ; ; 


-40.47 


v ; ; 19'8r--AIW3iv:CA^ v \ 


-40.35 


^:198H:ARG-;GB;: : " 


-41.11 




-41.08 


198 ARG CD 


-41,32 


198ARG NE 


-42.61 


198 ARG- CZ 


-43.76 


198 ARG Klil 


-43,79 


: 198 ARG M2 


-44.88 


198 ARG C 


-40.82 




^41.91 




-39.97 


199 ASN CA 


-40.27 


199 ASN CB 


-41.62 


199 ASN CG 


-41.53 


199 ASN OD1 


-42.42 


: 199>: ASN ' : i : ND2i; ; 


-40.45 




-40.21 


19 9 ASN 0 


-40.78 


200: -LYS N I: ; 


-39.48 


200 LYS CA:;v\ 


-39.31 


200 LYS C$t 


439.31 


200 LYS GG 


-40.70 


200 LYS CD 


-41.37 


200 LYS CEs 


-42.76 


200 LYS 'KZM : 


-42.73 


2Q0 LYS C 1 


-37.98 


200 LYS 0 


-37.11 


201 ASN N 


-37.81 


201 ASN CA 


-36.58 


201 ASN CB 


-36^41 


201 ASN CG : 


-37.15 


201 ASN qpi 


-36.68f 


201 ASN ND2 


-38.32 


201 ASN G 


-35.33 


201 ASN 0 


-34.27: 


202 ASN N 


-35.46 


202 ASN CA 


: -34:37 


202 ASN CB 


-33.25 


202 ASN CG 


-32:20 



-27.70 52.18 15.00 

-28.15 52.25 15.00 

-28.36 52.62 15,00 

Vf29.;.;67'. 53.24 15:06 

-29.71 54.57 15^00 

431 .06 ^5 .27 ■ 15.00 

-30.93 56.75 15.00 

-30.32 57,06 15.00 

;J:-30.;98' 57. 14 15 . 00 

-32.29 56.95 15.00 

-3 0 ,33' , ' 57 ,45 15 . 00 

-30.77 52.30 15,00 

-30.70 51. 73 15,00 

-31.76 52.12 15.00 

-32.90 51.25 15.00 

-33.54 51.63 15.00 

-34.36 52.90 15.00 

-34.31 53.75 15.00 

-35.13 53.05 15.00 

-32.59 49.76 15.00 

-33.32;: 48.94 15.00 

-31.54 49,41 15.00 

>31 . 17 48.01 15.00 

-29.66 47.81 15.00 

-29.02 47.77 15 .00 

-29.23 46.42 15,00 

-28.59 46.37 15 .00 

-27ll4 . 46; 73 15.00 

-31.78 47.60 15.00 

-31.09 47.06 15.00 

-33.06 47.93 15.00 

-33.78 47 . 62 15.00 

-33.93 46.11 15.00 

^35.13 45.56 15,00 

-35.78 44.63 15:00 

-35.42 46.13 15.00 

-33.22 48.27 ' ' 15.00 

p33;i6 47.66 15 .00 

432 .84 49 .54 15 .00 

-32.30 50.35 15:00 

-33.34 50.49 15.00 

-32.93 51.48 15.00 
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202 ASN OD1 . -32.51 -32.44 52.56 15.00 

202 ASN ND2 -30.94 -33, 14 51.13 15,00 

202 ASN C -33, 83 -30.96;: 49 . 85 15 . 00 

202 ASN 0 -32.62 -30.77 49.68 15.00 

203 ALA N -34.73 -30.00 49.69 . ■ 15.00 
203 ALA H -35.60 -30.20 50.07 15.00 
203 ALA CA -34.39 -28.68 49.18 15.00 
203 ALA CB -35.57 -27.74 49.24 i5.00 
203 ALA C -33.27 -28.06 50.04 15.00 

203 ALA O -33.33 -28.03 51.26 15.00 

204 CYS N -32.23-27.56 49.35 15 00 
204 CYS CA -31.11 -26.89 50.02 15.00 
204 CYS C -30.29 -27.71 51.00 15.00 
204 CYS O -29 . 50 -27 .14 51 15 . 00 
204 CYS CB -31.58 -25.60 50.69 15.00 

204 CYS SG -32.12 -24,29 49.55 15,00 

205 GLY N -30.43 -29.03 50.98 15.00 
205 GLY CA -29.68 -29.88 51.90 15.00 
205 GLY C -30.10 -29.71 53.35 15.00 

205 GLY O -29.31 -29.92 54.27 15.00 

206 ILE N -31.37 -29.38 53.54 15.00 
206 ILE CA -31.95 -29.16 54.85 15.00 
206 ILE CB -33.46 -28.92 54.73 15.00 
206 ILE CG2 -34.13 -30.13 54.12 15.00 
206 ILE CGI -34.06 -28.55 56.10 15.00 
206 ILE CD1 -33.76 -27.15 56,54 15.00 
206 ILE C -31.71 -30.29 55.85 15.00 

206 ILE O -31.47 -30.04 57, 03 15.00 

207 ALA N -31.79 -31.54 55.38 15.00 
207 ALA CA -31.58 -32.69 56.25 15.00 
207 ALA CB -32.72 -33.68 56,08 15.00 
207 ALA C i ^30.55 -33.35 55.94 15. 00 

207 ALA O -30.15 -34.57 55.95 15.00 

208 ASN N -29.24 -32.54 55.67 15.00 
208 ASN CA -27.91 -33.04 55.33 15.00 
208 ASN CB -27.41 -32.42 54.03 15.00 
208 ASN CG -27.70 -33.30 52.84 15.00 
208 ASN OD1 -28.85 -33.50 52.47 15.00 
208 ASN ND2 -26.65 -33.86 52.26 15.00 
208 ASN C -26.85 -32 . 89 56.41 15 .00 

208 ASN O -25.80 -33.53 56.35 15.00 

209 LEU N -27.08 -32.00 57.36 15.00 
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209 :L^ 


-26.10 


; -31.82 


, 58;;42 


•15.00 


209 LEU CB 


:|2 ; 5:.!:07.- 


^3Q. 77 


58.03 


15.00 


209 LEU CG 


.'•:.-23Vi|;69, 


. -31v04 


58v63 


15.00 


209 LEU GE>1 


. ^23i68 


; •;-32 : v.21.' • 


57 .88 


15.00 


209 tJro CP2 


-22.82 


429.81 


58.52 


15.00 


209 /LEU <Q\;y.. 


-26.77 


-31.46 


5 9 . 71 


15.00 


209 LEU Q 


-26.25 


-30.66 


60.51 


isYoo 




-27.91 


rr3 2 . 08 


59,97 


iSiOO 


210 Ala h 


-27.81 


• : '.43i;;i;$0.,' 


59.3S8 


15.00 


210 ^A^;.;^EA:^ 


-28;67 


: -31 .80 


61.19 


15.00 


210 ALA CB 


-29.27 


-31 i 17 


61/33 


15.00 




-28.06 


-32v58 


62,37 


15,00 


210 AIiA G '.'v'.-.- 


-27.58 


t33 . 69 ; : . 


62.23 


15.00 


■ : '21;i-- : ;^ 


-28.08 


^31.93 ■ 


63 .53 


15.00 


211 ^SER CA^J 


-27 .60 


'••-•432^53: : . 


64.76 


15. 00 


211 SER OG 


-26.07 
-25 .53 


-32.52 

V-3: : lv2i. : -, 


64.86 
64.89 


15.00 
15.00 


211 SiSR G 


^28 .25 


-31.80 


65.93 


15.00 


211 SER 0 


428.68 


-30.65 


65.78 


15.00 


212 PfiE N 


-28 .44 " 


-32. 51 


67.03 


15.00 


212 PHE GA 


.■ .:A A:.. "A-.j . 

-29 .04 


; 431.!*4 " 


68.23 


15.00 


212 PHE; CB 


-30.53 


-32; 29 


68.37 


15.00 


212 £^ GG 


-30.81 


-33 .77 


68.41 


15.00 


; 21'2;v : f^;;-;^it , : 


-31.04 


^34.48 


67 . 24 


15; 00 


212 PHE CD2 


-30.65 


-34 .45 


69.62 


is. 00 


212 PHE ; CEl: v 


^31.30 


-35.84 


67.27 


15. 00 


212 1^ CE2 


' :: ' ; --3l'. ; ll'' 


-35.82 


69.6*7 


15.00 


212 PHE GZ: ; 


-31.33 


-36 .51 


68.48 


15.00 


212 PHE G 


-28.22 


-32.41 


69.43 


15.00 


212 PHE O 


-27 .?4 


-33 .43 


69.36 


15.00 


213 PRO N 


-28.19 


-31; 63 


70.50 


15.00 


213 PRO CD 


-28.56 


-30.21 


70 .63 


15,0 b 


213 PRO GA 


-27 .41 


^32.07 


71.65 


15.00 


213 PRO GB; 


-26V98 


-30.75 


72.28 


15.00 


213 PRQ CG 


-28.17 


-29.90 


72.06 


15.00 


213 PRO C 


-28.21 


-32.91 


72.65 


15.00 


213 PRO 6 


-29.45 


: -32.81 


72.72 


15.00 


214 LYS N 


-27.50 


-33.77 


73; 38 


15.00 




-28.12 


-34.59 


74.42 


15.00 


214 LYS CB 


-27.50 


-35.97 


74.52 


15.00 


214 LYS CG 


-28.01 


-37.00 


73.53 


15.00 


214 LYJS : CD 


-27.20 


-38.28 


73.68 


15 .00 




wo?7/i6m . tab^EIX pcrr/ijswnsn 



214 LYS GE 


' / -27.79 


-3;9.45 


';: 72 .93 


15.00 


.71 A T v e M^y - 


-27 .00 




- ^73.21 


15.00 


214 LYS G .;. 


: -27 .86 


r33.84 


75.70 


15.00 


214 LYS 0 


... • '^2!:iS;:. 7:3.; 


-33 .45 


75.98 


15.00 


215 MET N 


■ ; : -2ft;y;9:6 ; :: : 


-33.63 


76.49 


15.00 


215 MET CA 


, ^28^73 ; 


-32.91 


77.73 


15.00 




Tr29> 47 


;' ^-.B'i^S'jB"'- 


77.67 


15 . 00 


Zxd MET CG 


-28 .62 


-30.45 


78 .17 


15.00 


215 MET SD 


-29.49 


-28.92 


7:8^17 


15,00 


zlb MET CE 


«t30 . 02 


-28.81 ' 


79vS9 


15.00 


215 MET C 


-29 . 15 


-33.74 


78.95 


15.00 


215 MET OT1 


-;3Q. 12 


■ -34.53 : 


78.84 


15.00 


21p MET UTi 


^28 .49 


-33.59 ' 


80.01 


15 . 00 


2 1 0 HOH 0H2 


—28.59 


-18.05 


86.43 


15.00 


217 HOH OH2 


-24.24 


-33.32 . 


lB2i08 


15 . 00 


/10 ruJrl UH2 


-30 . 97 


-16.19 


65 .69 


15.00 


21^ HOH: OH2 


: " : o 'ft ""- A 

-30; 10 


-20.71 


63.47 


15.00 


A : T_*/"\TJT V**»0 ■■• 

220 HOH 0H2 


-13 .66 


;^- : li:. : 12 •• 


63vl0; 


15.00 


221 HOH 0H2 


-9. 67 


-9.48 


64.25 


15.00 


222 HOH 0H2 


-34>55 . 


-23 . 08 




15.00 


' O O O-'" ' tlAtT ' rf"^T»0' 

223 HOH 0H2 


-14.15 


-32.13 




15.00 


224 HOH 0H2 


-11:90 


V{-8-52. .' 


62.51 • 


15.00 


"O O C TTf'HT'W ■' 

225 HOH 0H2 


-24;. 25 


-30.66 


; 62,17 


15.00 


O O C • tfATT A\»»0- 

226 HOH 0H2 


-10V58 


-2.52 


79.25 ■ 


15.00 


227 HOH 0H2 


-14.05 


-21. 32 


67.22 


15 . 00 


22 8 HOH 0H2 


-44:68 


-30*63 


50.04 


15 . do 


229; HOH OH2 


-45 \ 38 


-36.05 


56.05 


15.00 


ft TTAT T : ATT O 

24u HOH OH2 


-39 ^65 


-13 .31 


65.32 


15.00 


O'O/l TJATf attA 

231 HOH OH2 


' ^35 .1-2 


-36.60 


49.29 


15.00 


■fjn T T/*\T T /\r*A' 

232 HOH OH2 


-17 v36 


-34.13 


65.07 


15.00 


233 HOH 0H2 


-30.35 


-19.53 


65.73 • 


15.00 


OO^il" T*^%T_T- #H*TO ' 

234 HOH 0H2 


-27.89 


-19 . 53 


J -62^510 


15.00 


235 HOH 0IJ2 


• - : 2;l:v;:85 - . 


-29.55 : 


62.34 


15.00 


O ^ C ■ ' TTATT ••■ ATT^ 

23o HOH OH2 


-30.14 


3 .73 ' 


67.17 


15.00 


O O O TTATT . . ATT A 

-23/ HOH 0H2 


-40. 50 


-29.62 


80.16 


15.00 


*jo ; HOH OH2 


-27 .85 


-23 .15 


86.33 


15.00 


*5 1 Q tfAtl attH 

239 HOH OH2 


-38.29 


-13.95 


44.87 


15.00 


' Oil A TTATT ATT^ 

24U HOH OH2 


-36.58 


-24.59 


50.05 


15.00 


241 HOH 0H2 


-46.68 


-34.18 


57.37 


15.00 


242 HOH OH2 


-26.77 


-6.82 ' 


59.79 


15.00 


243 HOH 0H2 


-43.58 


-17.40 


60.45 


15.00 


244 HOH 0H2 


-23.22 


^6.13 


61.38 


15.00 
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245 


HOH 


OH2 


-33.13 


246 


HOH 


OH2 


-46.57 


247 


HOH 


OH2 


-14 . 51 


248 


HOH 


O02 


> 1^3.2:6 


24? 


HOH 


OH2 


■ (y~i4 


250 


HOH 


OH2 


■ -19.71 


251 


HOH 


OH2 


-34 .91 


252 


HOH 


OH2 


-32.46 


253 


HOH 


OH2 


-38 - 20 


254 


HOH 


OH2 


-41.44 


255 


HOH 


OH2 


-46.93 


256 


HOH 




K:^32: r ;5t 


257 


HOH 


OH2 


V.'-.3>;46: : 


258 


HOH 


OH2 


f-24.79 


259 


HOH 


0H2 


-32.06 


260 


HOH 


OH2 


-17.19 


261 


HOH 


OH2 


-33.68 


262 


HOH 


OH2 


-13.42 


263 


HOH 


OH2 


-8 .54 


264 


HOH 


OH2 


-8»22 


265 


HOH 


OH2 


-25.08 


266 


HOH 


OH2 


-23.92 


267 


HOH 


OH2 


-14.04 


268 


HOH 


OH2 


-12.79 


269 


HOH 


OH2 


-18.55 


270: 


HOH 


OH2 


-22.19 


271 


HOH 


OH2 


; V3.79 


272 


HOH 


OH2 


: -10.91 


273 


HOH 


OH2 


-30.22 


274 


HOH 


OH2 


-25.88 


275 


HOH 


OH2 


-36;2i 


276 


HOH 


0H2 


-20,20 


277 


HOH 


0H2 


-38.35 


278 


HOH 


OH2 


-37.29 



-28.30 71 i 09 15.00 

-25.22 78.97 15.00 

-7-76 88.79 15.00 

-20.73 74.76 15. 00 

-15.91 75.31 15.00 

-34f82 . 58.63 \15>. 00 

-11.28 53.79 15.00 

-28.27 46,13 15.00 

-IS .68 37.93 15.00 

-34.28 56;30 . 15.00 

-13.62 73.92 15.00 

-13.60 60.68 15.00 

-6.38 55.50 15.00 

-7.91 66; 67 15.00 

'•• '-6^8:: : :vC63;;7 ; 7 ; : 15; 00 

-5.30 , 66.167 15>60 

-20.47 70.17 15.00 

-23.06 78.55 : 15,00 

-20.70 : 73.58 15:00 

-29.32 76.42 ; 15,00 

-33.76 60.84 15.00 

-37.99 66.66 15.00 

-33.08 66. 81 15.00 

-27.03 71. 88 15.0 0 

-42.19 77.34 15,00 

-37,43 71.34 15 ,00 

-11.43 ; 71 ; 45 15.00 

-19.86 67.02 15.00 

-20.12 49.07 15.00 

-18 .93 42.52 15.00 

-36:^23: 51j.7b 15V00 

-20.55 47.99 15.00 

-31.19 41.44 15.00 

-30 .41 51 12 15.00 
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Table of the oirt^ogonai^^ t iri 
Angstroms and B factors (A 2 ) for the cathepsin K 
Gomplex with inhibitor i-N- (Nkiiid^ acetyl- 
leucinyl) ~amino-3-N-- (4-phehb^phehYl-suif onyl 
amino~propan-2 -one . 

'Residue Atom- :' : - >X:-: • : Y}J : ':■ >Z : ?: 



1 ALA CB 


-8.26 


15,35 


87.29 


15.00 


1 ALA C 


■ -6.43 


14.73 


88.90 


15.00 


1 ALA 6 


v --til*:: 


15.27 


89.97 


15.00 


1: ALA N; 


■ :^8;.92f' 




89.58 


15.00 


1 ALA CA 


: -..-7.^;: 


' • *4 V 5 0 


88.49 ' 


^15 .00 


2 PRO N 




14.25 


88.09 


V 15.00 


2 PRO CD 


-5.62 


• 13 .29 • 


86.98 


15.00 


2 PRO GA 




; - 14 . 45 ■ 


88.44 


15 ;oo 


2 PRO CB 




'. 13 


87.50 


•15.00 


2 PRO GG 




, 13^38; 


86.30 


15i 00 


2 PRO C 




15.87 


88.27 


15.00 


2 PRO 0 


' -4.33 


16.79 


88.21 


15.00 


3 AS P N 


-2.23 


16.02 


88>20 


15.00 


3 ASP GA 


" ' :;-1.59/;V 


17.30: 


88.03 


15.00 


3 ASP GB 


-o:p7 


17.14 


88.15 


15-00 


3 ASP CG 




17.62 


89.50 


15,00 


3 ASP OP! 


^0.04 


17.07 


90,52 


15.00 


3 ASP OD2 


'.• y -i -£sL' 


18.57 


-89;, 55 / 


15.00 


3 ASP C 


-1.90 


18.00 


' 86.73 


■; : ;i5i.M 


3 ASP 0 


v-*;.7l -'; 


17.44 


85.64 


15 ;> 60 


4 SER N 


; : : -2^.:32:- 


19.26 


' 86,85 


15.00 


4 SER GA 


, -2.67 


20.16 


854 75 .' 


15,00 


4 SER GB 


-3.63 . 


19.49 


84,75 


15;oo 


4 SER OG 


-4.80 


19; 03 


85.40 


is. op 


4 SER C 


-3.32 


21.45 : 


86.30; 


is; 00 


4 SER 0 


-3.83 


21.46 


87 .42 


15.00 


5 VAL N 


■\. : ^1.3^:: 


22.53 


85.53 


15-00 


5 VAL CA 


• • -3:.93/.;. 


23.80 


85 .94 


15,00 


5 VAL CB 


-3 . 00 


24.65 


86.90 


15.00 


5 VAL CGI 


;,;i|.i73 ; : 


25.13: 


86.17 


15.00 


5 VAL CG2 


-3 .76 


25.89 


87.45 


15.00 


5 VAL C 


-4 . 21 


24.62 


84.69 


15.00 


5 VAL O 


-3.43 


24.58 


83.75 


15.00 


6 ASP N 


-5.38 


25.23 


84.60 


15.00 



WQ 97/16177 



6 


ASP 


CA 


•• ^$.€8 


6 


ASP 


6b. ; 


-6. 83 


6 


ASP 


CG . 


v7v00 


6 


ASP 


GDI 


: -6;6i 


• ; 6 : 


ASP 


OD2 






ASP 


'■: : c. : - 






ASP 




-7.06 




TYR 


'■n.''> : 


•'•rS:.;i7- 


\ 7 


TYR 


CA : ' 


^5.62 




TOR 


CB 


?:-4¥36. 


7 


TOR 


CG 


: .:' ^3 , 46 


7 


TOR 


GDI 


-3.91 


7 


TOR 


CE1 


-3.20 


: 7 


TYR 


CD2 


-2.23 


■ '?; : 7' 


TOR 


CE2 


-1.52 




TOR 




-2^00 


%r 


TOR 


OH 


; -1.35 


': 7 


TYR 


'G:,": v :' 


-6.71 


7 


TYR 


o : 


: - ; .::-7-24 - 


8 


ARG 


N 


-7.05 


8 


ARG 


CA 


-8.10 


8 


ARG 


CB 


-8.09 


8 


ARG 


CG 


■■" f6> : 7:9. 


8 


ARG 


CD 


-6.68 


8 


ARG 


NE 


-6.70 


8 


ARG 


CZ 


-6.78 


8 


ARG NH1 


-6.85 


8 


ARG 


NH2 


-6.72 


8 


ARG 


C 


-9.44 


8 


ARG 


0 


-10 .24 


9 


LYS 


N 


-9 .68 


9 


LYS 


CA 


-10.94 


9 


LYS 


CB 


-11.17 


9 


LYS 


CG • 


-11.06 


9 


LYS 


CD 


-11.19 


9 


LYS 


CE 


-imp 


9 


LYS 


NZ 


-11 . 53 


9 


LYS 


C 


-10,96 


•• : 9: 


LYS 


0 


-12.02 


10: 


LYS 


N 


-9.86 


10 


LYS 


CA 


-9i 84 


10 


LYS 


CB 


-8.57 


10 


LYS 


CG 


-8.45 



26.09 83.46 15.00 
25.51 82.64 15.00 

26 . 20 81.28 15 .00 
26.77 80.80 15.00 

26.17 80.72 15.00 
27.42 84.03 15.00 

27.49 84.72 15.00 

28.45 83.88 15.00 

29.77 84.41 15.00 
30.64 84.56 15.00 

30.18 85.71 15.00 
30.31 87.05 15.00 

29.78 88.07 15.00 

29. 50 85. 46 15. 00 
28.98 86.45 15.00 

29.10 87.79 15.00 

28.46 88.84 15 . 00 
30.50 83.66 15.00 
31.48 84.14 15.00 

29.98 82.49 15.00 
30.59 81.68 15.00 
30.02 80.26 15.00 

30.28 79.56 15.00 
29.59 78.25 15.00 
28.13 78.38 15.00 

27.29 77.36 15.00 
27.73 76.13 15.00 

25.99 77.58 15.00 
30.40 82.35 15.00 
31.34 82.45 15.00 

29.21 82.87 15.00 
28.95 83.54 15.00 
27.45 83.73 15. 00 
26.59 82.48 15.00 
25.12 82.85 15.00 
24.18 81.67 15.00 
22.81 82.08 15.00 
29.61 84.91 15.00 
29.58 85.59 15.00 
30.26 85.31 15.00 
30.86 86.64 15; 00 
30.42 87,38 15.00 
28.89 87 . 51 15.00 
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12 TYR CB -5.24 33.95 85.84 

12 TYR CG -5.32 33.72 87.35 



;,. TABLE X 

10 kYS CD -7.03 28.46 87.81 15.00 

10 LYS CE -6.43 29.14 89.04 15.00 

10 LYS NZ -7.24 28.91 90.30 15.00 

10 LYS C -9.98 32.40 86.61 15.00 

10 LYS 0 -10.16 33.04 87.64 15.00 

11 GLY N -9.85 32.98 85.41 15.00 
11 GLY CA -9.94 34.41 85.22 15.00 
11 ^ :;V ; -8. 63 35 .17 85.27 15. 00 

11 GLY O; -8.61 36.39 85.26 15.00 

12 TYR N -7.54 34.42 85.20 15.00 
12 TYR CA -6.21 34.98 85.26 15.00 

^5.00 
15.00 

33.50 87.99 15.00 

33.26 89.37 15.00 

33.66 88.13 15.00 

33.42 89.47 15.00 

33.23 90.06 15.00 
33.02 91.43 15.00 

35.43 83.90 15.00 

36.17 83.83 15.00 
35.06 82.81 15.00 
35.45 81.50 15 . 00 

34.18 80.66 15.00 

34.52 79.31 15.00 

33.24 81.42 15.00 
36 .37 80.72 15 . 00 
36 jl7 80.78 15.00 
37.41 80.08 15.00 
38.29 79.27 15.00 

39.67 79.12 15.00 

39.53 78.69 15.00 
40.43 80.39 15.00 

37.68 77.89 15.00 
36.81 77 . 48 15.00 
38.18 77.0? 15 . 00 
39.26 77.34 15 00 
37.64 75.75 15.00 
38.47 75.23 15.00 
39.77 75. 97...- 15 .00 • . 
37.85 74.89 15.00 
38.73 75.17 15.00 
37.00 73.87 15.00 



■i ;*2 


TYR GDI 


-6.52 




TYR CE1 


-6.58 


12 


TYR CD2 


-4.18 


12 


TYR CE2 


-4.23 


12 


TYR CZ 


-5.42 


12 


TYR OH 


-5.43 


12 


TYR C 


-5.68 


12 


TYRO : 


-4.68 


13 


VAL N 


-6.34 


13 


VAL CA 


-5.82 


13 


VAL CB 


-5.54 


13 


VAL: CGI 


-4.93 


13 


VAL CG2 


-4.58 


13 


VAL C 


-6.76 


13 


VAL 0 


-7.95 


14 


THR N 




14 


THR CA 


-7.06 


14 


THR CB 


-6.41 


14 


THR QG1 


-5.06 


14 


THR CG2 


" 6 -48 


14 


THR C 


-7.20 


14 


THR 0 


-6.41 


15 


PRO N : 


-8.14 


15 


PRO CD 


-9.11 


15 


PRO CA 


-8.33 


15 


PRO CB 


-9.51 


15 •■ 


PRO CG 


-9.35 


15 


PRO C x 


-7.09 


15 


PRO O 


-6.26 


16 


VAL N 


-6.96 
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1:6 VAL CA 
# VAL QB 

16 VAL GG1 

' :'16 :: ';^>iGGl2: 
i 16 VAL G 

^:'17 : -;LV|:; : :n : :; ;a 

17 LYS CA 
17 LYS CB 

J17 : lys : :;cg/ ; . 

17 LYS GD; 
' 17 LYS CEP 
17 LYS NZ 
17 LYS C 

17 LYS O 

18 ASN N 
18 ASN GA 
18 ASN CB 
18 ASN CG 
18 ASN OD1 
18 ASN ND2 
18 ASN C 

18 ASN O 

19 GLN N 
19 GLN CA 
19 GLN CB 
19 GLN CG 
19 GLN CD 
19 GLN OE1 
19 GLN NE2 
19 GLN C 

19 GLN O 

20 GLY N 
20 GLY CA 
20 GLY C 

20 GLY O 

21 GLN N 
21 GLN CA 
21 GLN CB 
21 GLN CG 
21 GLN CD 
21 GLN OE1 
21 GLN NE2 



-5.81 

^5:v84;: 
-5>76 

-6.7o; : 

-4 : >S8; 

^4^3 6 : : 

-3V.7Y 

-4.73 

-5.(27 

-5.11 

-5.93 

-3.45 

-2.83 

-3.32 

-2.51 

-3.37 

-2y76 

-l-. : :57 
"3.55 
-1.33 

-0.15 
1/12 
2.23 
3; 64 
4 .65 
4.35 
5.86 

: ■ 

1.75 
0.66 
0.66 
1.84 
1.98 
2.67 
3.88 
3 .90 
2.90 
3.33 
4 .25 
2.58 



TABLE X 

37.05 •'" 
35.80 
35.77 

••34;56::.'' ? 

'':'38 ; ;:9i;. v. 
40.08 

s*&i>M : - ■ ■ 

42v01 
41.23 • 
42.11 
41.40 
39.72 
38.63 
40.68 
:l4| : ^54^:':;i; 
40.84 ' 
40.33 

4bi>6 

39v60 2 
;41^51 - ; 
42.73 
40.93 
41.67 
40.66 
41.21 
40 .13 ;;. : v' 

40.47 

:^2^69v-,; 

43.75 

42.38 iv 

43.27 
42; 90 
41.74 
43 .89 
43.70 
44 .62 
44.23 
43>03 
43.10 ^ 
41.95 



73.00 
72 V 11 
71.35 
; 72.97 

72.12 
71 ^37 
72.12 
71,32 
72>15 
72;95 
74.12 
75.23 
■:;76>53; :; 
70.16 
70 . 16 
69.24 
68.03 
66.84 
65.56 
65.29 
64; 78 
68.00 
67.86 
68.03 
68.01 
67.93 
67. $6 
68.03 
68.42 

66.88 
67.04 
65.74 
64.59 
63 . 73 
63 .33 
63; 43 
62.61 
61 . 39 
60.27 
59.44 
58.59 
59.58 



15.00 
15.00 
;i5;00 
15,00 

15.00 
15 . 00 
15 . 00 
15,00 
:15.00 
15.00 
15.00 
15.00 
15.00 
15 .00 
15.00 
15.00 

jis^oo-. 

15; 00 

15.00 

^5.00 

15.00 

15.00 

IS, 00 

15 .00 

15.00 

15 .00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15100 

15.00 

15.00 

1500 

IS; 00 

15.00 

15,00 

15.00 
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: TABLE X • 

21 GLN C 5.05 44.09 63 152 15.00 

21 Q LN O 6.20 43.88 63.19 15.00 
,22 CYS N 4.74 44.77 64.60 15.00 

22 CYS CA 5.74 45.22 65.53 15.00 
22 CYS C 6.26 44.01 66.35 15.00 
22 CYS O 5.48 43.07 66.60 15.00 
22 CYS CB 5.08 46.25 66.43 15.00 

22 CYS SG 6.07 46.62 67.91 15.00 

23 GLY N 7.57 43.99 66.68 15.00 
23 GLY CA 8.16 42.91 67.47 15.00 
23 GLY C 8.07 43.16 68.96 15.00 

23 GLY O 9 . 08 43.15 69.68 15.00 

24 SER N 6.82 43.29 69.42 15.00 
24 SER CA 6.47 43.55 70.79 15.00 
24 SER CB 5.45 44.66 70.86 15.00 
24 SER OG 4.31 44.30 70.15 15.00 
24 SER C . :|:5.:97 42.28 71.46 15.00: 

24 SER O 5.26 42.34 72.45 15.00 

25 CYS N 6.43 41.13 70.98 15.00 
25 CYS CA 6.06 39.87 71.53 15.00 

> 25 CYS CB 6.61 38.78 70.65 15.00 

25 CYS SG 8.41 38.83 70.46 15.00 

25 CYS C 6.49 39.79 73.01 15.00 

25 CYS O 5.74 39.28 73.84 15.00 

25 INH CI 3.24 39.22 63.40 15.00 

25 INH C2 2.86 38.72 62.13 15.00 

: 25 INH C3 ' ' 38 .27 61. 89 . : 15 .00 

25 INH C4 0.62 38.31 62 . 90 15 . 00 

25 INH C5 0.94 38.79 64.16 15.00 

25 INH C6 2.25 39.24 64.42 15.00 

25 INH 07 4; 57 39.75 63.63 15.00:" ■ 

25 INH C8 5.72 39.02 63.91 15.00 

25 INH C9 5.62 38.42 65.17 15.00 

25 INH C10 6.58 37.50 65.60 15.00 

25 INH Cll 7.65 37.17 64.78 15.00 

25 INH C12 7.79 37.78 63.51 15.00 

25 INH C13 6.82 38.71 63.08 15.00 

25 INH S14 8.67 35.93 65.55 15.00 

25 INH 015 7.93 34.70 65.54 15.00 

25 INH 016 9.92 35.97 64.82 15.00 

25 INH N17 8.95 36.39 67.18 15.00 

25 INH C18 9.50 37.70 67 . 57 15.00 

25 INH C19 9.05 38.78 68.64 15.00 
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25 INH 02 0 


8.53 


25 INH 621 


1P|52 


25 1^ M22 


11; 16 


25 INH C23 : 


12.14 


25 INH 024 


: '- 12:;59 


25 INH G?5 ■ 


12,61 


25 INH G26 


11.69 


25 INH G27 


11.80 


25 INH C28 


12.06 


25 INH C29 


12:95 


;2S INH ;N30 


14(03 


25 INH C31 


14.92 


25 INH Q32 


14.63 


25 INH C33 


V-:i6;v:3:6:, 


25 INH C34 


17.21 


25 INH C35 


: : : ^ : .i7.54: 


2 5 INH N3 6} 


18135 


25 INH C37 


: 18:52 


25 INH N38 


17.85 


26 TRP N 


7.57 


26 TRP CA 


8.08 


26 TRP CB 


;.; ; 9.;55; 


26 TRP CG 


9.72 


26 TRP CD2 


9,74 


26 TRP CE2 


? ;8p 


26 TRP CE3 


9.72 


26 TRP ;CD1 


9 . 78 


26 TRP NE1 


9 - 82 


26 TRP; CZ2 


V ; ;:9:;83 v : 


26 TRP CZ3 


■ 9,75 


26 TRP : CH2 


9-81 


26 TRP C 


7.21 




7.08 


27 ALA N • 


6.58 : 


27 ALA /CA 


• 577 


27 ALA CB 


5.51 


27 ALA G V 


4.47 


27 ALA 0 


3.88 


2 8 PHE N 




28 PHE CA 


2.81 


28 PHE CB 


' . . 2i;29 


2 8 PHE : CG 


■ 1.55 


28 PHE GDI 


•'• : :;-,2 ;V 23- 



TABLE X 

39.68 67.70 15.00 

39.34 6? >i-6; 15.00 

38; 50 70.20 15.00 

38; 91' 71. 00 : 15 . 00 

40.07 70> 97- 15.00 
37.92 .;i:.:-72l : 07-;i 15.00 

38.19 73.25 15.00 

37.33 74.48 : 15.00 

35.90 74.03 15.00 

37.84 ■:75. : 32 : 15.00 

38.09 72.47 15.00 

37.10 72.44 15.00 
35.96 72 . 06:: 15 . 00 
37.38 72.94 15.00 
36.17 73.26 15.00 
35.58 74.44 15.00 
34.51 74.16 15.00 
34.43 72.85 15.00 
35.42 72.28 15.00 

40.50 73.34 15.00 
40.58 74.69 15.00 
41.06 74.66 15.00 
42.45 74.12 15.00 

43.67 74.85 15.00 

44.74 73.89 15.00 
43,99 76.22 15.00 
42.79 72.83 15.00 
44.15 72.67 15.00 
46.10 74.25 15,00 
45.31 76.58 15100 
46:37 75.59 15. 06: : 

41.51 75 .60 15.00 
41.27 76.81 15.00 
42 . 54 75 .01 15 . 00 
43,48 75.79 15,00 
44v7l 74 . 96 15.00 

42.75 76.05 15.00 
42.85 77.12 15.00 
41.90 75.13 15.00 
41.20 75.33 15V 00 
40.66 73 .99 15.00 

41. 68 73 .15 . ' 15 . Op 
42.39 72:. 20 15.00 
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28 PHE CD2 0.19 41,92 73.31 15.00 

28 PHE CE1 1.57 43.34 71.43 15.00 

28 PHE CE2 -0.46 42.87 72.55 15.00 

28 PHE CZ 0.23 43.58 71.61 15.00 

28 PHE G 2.87 40.12 76.46 15.00 

28 PHE O 1.92 39.99 77.26 15.00 

29 SER N 3.97 39.39 76.54 15.00 
29 SER CA 4.16 38.37 77.55 15.00 
29 SER CB 5.40 37.55 77.18 15.00 
29 SER OG 5.72 36.66 78.21 15.00 
29 SER C 4.28 38.96 78.94 15.00 

29 SER O 3.68 38.47 79.91 15.00 

30 SER N ;5.04 40.05 79.02 15.00 
30 SER CA 5.25 40.76 80.28 15.00 
30 SER CB 6.13 41.95 80.06 15.00 
30 SER OG 7.38 41.52 79.59 15 .00 
30 SER C 3-96 41.22 80.96 15.00 

30 SER O 3.72 40.99 82.17 15.00 

31 VSLN 3.13 41.85 80.14 15.00 
31 VAL CA 1.83 42.35 80.51 15.00 ^ 
31 VAL CB 1.33 43.26 79.35 15.00 
31 VAL CGI -0.15 43.27 79; 23 15.00 
31 VAL CG2 1.86 44.66 79;52 15.00 
31 VAL C 0.91 41.16 80.90 \ 15.00 

31 VAL O 0.02 41.32 81.77 15.00 

32 GLY N 1.16 39.98 80.31 15.00 
32 GLY CA 0.35 38.81 80.61 15.00 
32 GLY C 0.70 38.25 81.97 15.00 

32 GLY O -0.17 37.79 82.70 15.00 

33 ALAN • 1.98 . 38.30 82.34 15.00 
33 ALA CA 2.47 37.84 83.63 15.00 
33 ALA CB; 3.98 37.93 83 .67 15.00 
33 ALA C 1.84 ; 38.86 84.60 15.00 

33 ALA O 1.09 38.48 85.52 15.00 

34 LEU N 2.09 40.15 84.37 15.00 
34 LEU CA 1.5,4 41.22 85.20 15.00 
34 LEU CB 1.88 42.56 84.56 15.00 
34 LEU CG 3.30 43.17 84.66 15.00 
34 LEU CD1 3.26 44.56 84.13 15.00 
34 LEU CD2 3.76 43.24 86.11 15.00 
34 LEU C . 0.02 41.13 85.45 15.00 

34 LEU O -0.47 41.28 86.60 15.00 

35 GLU N : -0.70 40.80 84.39 15.00 
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35 GLU GA 


-2.16 


: 35 GLU; CB: ' ■ 


-2.77 


: : :i35:-GL#;'eG-' : .. 


-2 . 92 


: 35 GLU CD ' 


-3.06 


35 GLU GE1 


...I -2.97 


35 GLU 0E2 




. ;35:;(^:;C; : : : ; 


■ V-2Y60- 


■ 35 GLU 0 


':>;:;^; ; ;31: 


36 GLY N 


-2.11 


36 GLY CA ': 


-2.42 


36 GLY € 


-2 .20 


36 GLY 0 


-2.96 


;,;:3;7;.- ; GLN : ::;N;j 


-1,13 


37 GLN CA 


-0.78 


37 GLN GB 


■ °- 64 


37 GLN GG 


7-\.;:l:l-:72^ 


;:37 .GLN- GD : 7 


1.50 


37 GLN Oil "' 


1 v 69 


37 GLN NE2 


'•" : -: : ^ii2 ; 


37 GLN C 


■ ^1-78 


3 7 GLN : 0 


-2.30 


38 LEU - N 


-2,10 


38 LEU CA 


-3 . 64 


38 LEU CB 


-3.28 


38 LEU CG 


-4.10 


38 LEU Cbi 


-3.72 


38 LEU CD2 


-3 .95 


3 8? LEU G 


-4,32 


38 LiSU Q 


-4.90 


39 LYS N 


-4.75 


39 LYS CA 


-5.95 


39 LYS CB 


-6.29 


39 LYS CG 


-7.34 


39 LYS CD 


-8.65 


39 LYS CE 


-9.71 


39 lys NZ 


-10 .82 


39 LYS C 


-5 :78 


39; LYS 6 


-6.62 


40 LYS N 


-4.66 


40 LYS CA 


-4.40 


40 LYS CB 


-3.01 


40 LYS CG 


-2:v68 


40 LYS CD 


-1.38 



40.62 84.49 15.00 

: ' 40,37 ■ V : : 83 ..11;,' 15 . 00 

41,61 ^ 82 .27 -15.00 

41.33 80.78 15.00 

40. iU 80 .38 15 : 00 

42.29 80.00 15.00 

: 39.51 85.47 15.00 

39.78 86.45 15.00 

38.29 85.24 15.00 

37.14 86.06 15.00 

37 .38 87.56 15.00 
36.89 88.40 15.00 
38.09 87 . 89 15 . 00 

38.39 89.27 15.00 
38 .96 89.35 15.00 
37.92 89.12 15.00 
36/73 90.00 15.00 
36. $1 91.20 15. 00 
: ?5/61 ; 89^-. 42 ■ 15.00 
39.38 89.83 15.00 

; 39.19 90 ,94 : '■;< ^is^OO 

40.38 89.02 15.00 

41.41 ;89J38 15, 00 

42 v29 88.15 15.00 

■43;;56:- ' v8| ; 7|3 ]'.- 15. 00 

44.25 89.66 15.00 

44.48 87.16 15.00 

40.75 89.82 15.00 

41.05 90.86 15.00 

3? .78 89 . 04 15.00 

39.07 89.36 15.00 

38.15 88.20 15.00 

37.13 88.56 .-. 15; 00 : 

37.80 88.80 15.00 

36.74 88.86 15.00 

37.33 89.61 15.00 
38.28 90,67 15.00 

38.34 91:. 53 15.00 
37.59 90.83 15.00 
36:83 92 .03 15.00 
36.20 91 . 96 . 15.00 
35.31 )93.16 15.00: 
34, 53 93:iOO 15,00 
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40 LYS CE 


-1.10 


40 LYS NZ 


-6 .27 


40 LYS C 




40 LYS O 




41 LYS N 


-3.86 


41 LYS CA 


-3.77 


41 LYS CB 




41 LYS CG : : 




41 LYS CD 




41 LYS CE 


0.68 


41 LYS NZ 


. -0 . 14 


41 LYS C 


: -4 .64 


41 LYS 0 


, ; ; -4..i5 : 


42 TOR N 


-5. Si 


42 THR CA 


-6.80 


•>42^T^V-.CB { 


^6 .50 


42 OGl 


V ^-siH: 


42 TOR CG2 


; '" : -7i48" 


42 TOR C 


;-':|^8^2v 


42 TOR 0 




43 GLY N 


-8v37 


43 GLY CA 


-9.67 


(43.;-:GLY;C^ : -' ; - 




43 GLY 0 


-11.22 


44 LYS N 


.■^S-.-65' 


44 LYS CA 


^10.13 


44 LYS CB 


-10*71. • 


44 LYS CG ;•- 


-11.95 


44 LYS CI): 


-12,36 


: 4*4^lye*ce;- : :V- 


-11.43 


44LYS NZi'B;. 


rll.50 


;44i : :LYS C : |- 


-9.02 


44 LYS ; 0; 


-7.91 


45 LEU N ; : 


• ;;; :49,,35- 


45 LEO CA 


-8. 38; 


45 LEU CB 


: :;-8: ; ; : 6:i: ■ 


45 LEO CG 


-7 .85 


45 LEU CD1 


: -6*47> 


45 LEU CD2 


-8.67 


45 LEO C 


-8.55 


45 LEO 0 


-9.55 


46 LEO N 


-7.57 


46 LEO CA 


-7.65 



- / :: ;^^WrI7US96/17S12 

TABLEX 

33.63 1^4 : ^3^j;:;#ii<b;p!- 

32.41 93.89 15.00 

37.71 93.27 15.00 

f;:37C42; :; - 94.20 15.00 

381 87 93.18 15.00 

39.84 94.28 15.00 
40.32 94.41 15.00 
39.21 94.20 15.00 
39.35 95.07 15.00 
38.01 95.15 15.00 
3:6; 86 95 .66 15. 00 
41 . 07 94 . 09 15 ;00 

42.18 94.26 15.00 
40.88 : 93.78 15.00 

42.01 93.60 15.00 

42.75 \ 92 v28 15.00 
43.26 92.28 15.00 

43.85 92.07 15.00 
41.47 93.50 15.00 

42.02 94.07 15.00 
40.40 92.74 15.00 
39.80 92.56 15.00 

40.20 91.22 15.00 
39.57 90.74 15.00 

41.19 90.58 15.00 
41.70 89.32 15.00 
43.10 89-52 15.00 

9005 ' 15.00 

44.57 90.76 15.00 

45.21 .91.78 15.00 
44 .47 ■ 93.08 • 15. 00 

41.76 88.30 15.00 

42.20 88 .61 15.00 
4i,40; ; '; 87 .07 . 15 . 00 
41.39 ' 85v99 15.00 
40.14 85 .13 15.00 

39.77 83.85 15.00 
39.23 84.16 15.00 
38.72 83.14 15.00 
42.68 85.16 15.00 
43.36 85.27 15.00 
43.04 84.37 15.00 
44.23 83.55 15.00 
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r7.27 


46 LEU CG 


-7.82 




• ^9.28 


: :-..^4(5: ; ,: LEtl: : C: '. ; 


. -7.33 
: : ; :t%63 






4 7 ASN N 


-6 . 80 


47 ASN CA 


-5.90 


V - l-4?; : ASN/GB". - 


' ^6^61 


47 AON PR 


-1 An 


"4? ASN GDI 
47 ASN ND2 


'' : -: : -^75>;52" 

-8.19 


47 ASN C 


-4.77 


47 ASN 0 

; : 48 LEU N 
i- 48 LEIJ CA ' 


:>\-5^;02' : : 
• ^3 ;54i 
' ' :: ^2 .44 


48 LEU CG 


-1.76 


48 LEU CD1 


'';; : rO,;62 Y 


48 LEU CD2 


-2.69 


48 LEU C 


-1.96 


48 LEU O 


: ;^2.40 


49 SER N 


-1.12 


AQ CCD p» 


"Uvi o s 


49 SER CB 


-0,70 


49 SER OG 


0 .06 


•'4?'. SERVO- * 


0.75 


49 SER 0 


1.75 


50 PRO N 


0 .81 
-0 .34 


50 PRO CA 


■.. 2 .10 


50 PRO CB 


1.68 


50 PRO CG 




50 PRO C 


2.77 


50 PRO O 


3.99 


51 GLN N 




51 GLN CA 


2.48 




1 . 37 


51 GLN CG 


2.00 


{^■01 GLN CD 


2 .33 


/V V; 51. GMypEl;:^ • 


1 .83 


51 GLN NE2 


3.19 


51 GLN C 


3.29 



TABLE X 




45.46 
46 .76 


83 . 83 


15.00 


46 .67 


83 . 92 


15, Q0 

:-'tr ' A A 




84- 71 


■'■ - TC- : "A rt ■ 

■ip .GO 


"Jl j| - A "V':-:- 

44 .03 
43.3ft 


: ' 82 .45 
82.61 


1 C A A 

15.00 

|C . A A 


44; 76 


81.36 


lo >;UU 
15.00 


44 .66 


80.25 


15.00 


./J|:C' ' AO-:" 


78 , 95 


1 C A A 
13 . UU 


■ A1 'CkO'--' 

4 J .98 


78.39 


ic nn 
1 j • UU 


42 .88 

44v^8 


78v93 


1 C AA 

ID . UU 


45 .63 


80.52 


iSi op 

15.00 


46 .82 


80.64 


:- i :C A A 

±D , UU 


45 .17 


80, 6 


1 C A A 

ID . UU 


46 .13 

■ AC- '■ C-'A ■ 

45 .54 


80 .187 
81; 75 


| C: A A 

1!> . UU 

IE A A 


45.23 


83 .19 


ID . UU 

TC A A 

±p . UU 


44, 99 


84.10 


It A A 

lp . UU 


: '*%Av- 

46 .29 


83 . 75 


i C : A A 

Id . UU 


46. 66 


79.51 


Id ; GO 


46.14 


78.46 


T'C A A 

Id . GO 


47. 70 


79.52 


• i c A A 

Id . 00 


48 .29 


78^28 


1 C : • A A - 

15 . 00 


49. 82 


78.il 


1 C A A 

Id. 00 


;5Q.4:6 


77.43 


1C AA 

15.00 


47 d 87 


77.84 


"t C AA- 

15 . 00 


48.29 


78.43 


1 C ■ A A 

15 .00 


47. 08 


76.75 


1 C A A 

Id. 00 


46 .48 


76.03 


1 C A A 

Id . GO 


46.61 


76.22 


•1 C A A' 

Id . 00 


45 .45 


75.34 


1 C A A • 

Id , 00 


45.96 


74.79 


it A A 

Id .00 


47.79 


75.45 


"1 C A A 

15 .00 


47.96 


75.47 


1 C A A 

Id . 00 


48.67 


74.86 


1-CV AA- 

15 .00 


49.87 


74. 18 


T C A A 

Id . 00 


50,77 


73.66 


15 . 00 


51.92 


72.85 


15.00 


51.51 


71.46 


15.00 


50.49 


70.97 


15.00 


52.26 


70.81 


15.00 


50.70 


75.17 


15. 00 
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51 GLN 0 


4.21 


51.38 


'}, 74^9 


15 4 0^ 


52 N 


2.93 


50.65 


. .'76 : .4&: 


15.00 




• -:3. 62 


51.40 


77.47 


15. 00 




2.96 


51.15 


78.82 


15. 00 


52 ASNi CG 


3 .52 


52 . 04 


79.91 


15.00 


::/ : :;S2':;'A^|0pi; 


:V" 4 . 31 


52.93 


.. 79 . 64 


^5.00 


: " : |-5^.;:-A^: : .: : ^2: : '' 


3.09 


51.81 


81.14 


15.00 




5 . 04 


50.91 


77.52 


15,00; 


5i2: 6 


■ :.5:.;98^: 


51.71 


• 77.54 


15.00 




5 .19 


49.60 


77.57 


15.00 




•;v,V%:53- 


49,05 


77.64 


15.00 


.dj v-IiEp.;::.CB : -. .■ 


6.40 


47 .59 


77.98 


15.00 


53 LEU CG 


5.80 


47:51 


79.34 


'••V : iS;>;0:0i ; 




■■ 5.66 


46.07 


; v Mii79V. 


I5>bp 


53 CD2 


6.65 


48.34 




15.00 




7.25 


49.26 


76#q/ : ; 


15:00 


53 LEO 6 


8.43 


49.52 


76.27 


15.00 


54 


6.53 


49:17 


75.19 


15.00 


• '5;4; GA 


7 .19 


49.34 


73. 89 


15.00 


:£4:^V^ 


6425 


49.16 


72.69 


15.00 




6,98 


49.50 


71.41 


15.00 


5 4 


5.83 


47.75 


; 12.53 




• 54|•,yAIl:;lC••..• 


7.89 


50.66 


; 73;:. ; 74'" 


-;.i5 : ;:o : 0; : ' 


,|54::;•::V^;:; : 0•••:'•''' 


9.06 


50.71 


73.32 


15.00 


A^ 


7 .28 


51.70 


74.27 


15 .00 


55 ASP CA ; 


7 .87 


53.05 


74.15 


15.00 ■ 


:: : 5:5;t^P:^:GB^; . 


6.76 


54 .08 


73.93 


15 .00 


55 A£>P :<X5 


5 .70 


53.58 


72 .94 


15.00 


';55>-.ASP : ; : :;Gfei; 


" : 5.95 


52.76 


72.00 


15.00 


>5 ; ASF 0D2 


4.60 


54.09 


73.02 


15.00 


55 AjSP C 


8.68 


53.42 


75.33 ' 


15.00 


55 ASP 0 


9.58 


54.23 


75.23 


15.00 




8.38 


52.90 


76.50 


15 . 00 


: :5 : 6^ : ;CYS> :: -GA:-. i 


9.13 


53.37 


77467 : 


15.00 


•:5:6 :',Gys : yG';' :: : : " 


10.33 


52.59 


78.21 


15.00 


56 GYS O 


11.25 


53.15 


78.82 


15.00 


56 GY5 |.GB;: 


8.16 


53.80 


78.81 


15;. 00 


56 CYS S6 


6.73 


54.73 


78.24 


15.00 


57 VAL N 


10.39 


51.31 


77.97 


15-00 


57 VAL CA 


11.49 


50.47 


78.46 


15.00 


;57 : VvAXi:':;GB 


11.10 


48 .99 


78.38 


15.00 


57 VAL CGI 


12.15 


48.16 


78.95 


15.00 


57 Q32 ' 


9.83 


48.77 


79.11 


15,00 
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57 VAL C 


12.66 


57 VAL Q >'.V 


12.94 




13.40 


58 SER CA 


;• 14.54 


, 58 SER CB 


::-,15: ; .!l3: 


58 SER OG 


15-02 


58 SER C 


V. 15:;:61 


58 S^R P ' 


• 16v39 


59 GLU N 


15.66 


* : $9;;GI#.^ 


16.66 


59 GLU CB 


16,59 


59 GLU CG ; ; 


16 ,98 


59 GLU; CT> 


15.98 


! 59 GLU GE l 


14.75 


59 GLU OE2 


16.46 


5? GLU C - : 


16.48 


59 GLU 0 


17v36 


6 0 ASN N 


15.31 


60 ASN CA 


15.00 


60 ASN CB 


13.64 


60 ASN CG 


13.69 


$0 A^ pDi 


12*76 


60 ASN ND2 


14.76 


60 ASN C 


14.98 


60 ASN 0 


15.26 


61 ASP N . 


14,67 


61 ASP CA 


14.64 


61 ASP CB 


15,38 


61 ASP CG 


16 .10 


61 ASP OD1 


16.04 


61 ASP OD2 


16,76 


61 ASP C 


13.28 


61 ASP 0 


v : 13;. : i3 


62 GLY N 


12.31 


62 GLY CA 


10.98 


62 GLY C 


10.49 


62 GLY 0 


10.64 


63 CYS N 


9.98 


63 CYS CA 


9.47 


63 CYS C ■ 


10.61 


63 CYS 0 


10,41 


63 CYS CB 


8.71 


63 CYS SG 


7.16 



TABLE X 

50.67 77.55 15* 00 

49,87 76:64 15.00 

51.73 77,79 15.00 

52.04 76.91 15.:00 

53, >44 77.26 15; 00 

••:S3;.i68 : - ;; 78.65 15,:p0 

50.98 76.86 15 . 00 

5092 75 .91 15.00 

50.15 77.91 15.00 
49.07 78.00 15.00 
48.34 79.35 15.00 

49.19 80.58 15.00 
50.33 80 .88 15.00 
50, 10 . 80 .81 15 .00 
51.46 81.17 15.00 

148,04 76,89 15. 00 

47.20 76.67 15.00 
48.07 76.27 15.00 

47.16 75.19 15.00 
46.51 75.47: 15.00 
45.49 76.59 15.00 

45.39 77.36 15.00 
44.68 76.63 15.00 
47.89 73.85 15.00 
49.09 73.79 15.00 
47.16 72.79 15 . 00 
47.72 71.44 15.00 

46 . 80 70.48 15.00 
47.57 69.36 15.00 

48.81 69.34 15 . 00 
46.92 68.52 15.00 
48,07 70.81 15.00 
48.13 69.60 15, 00 

48.40 71.63 15 . 00 
48.67 71.11 15.00 
47.51 70.24 15.00 
46.38 70.57 15.00 
47; 80 69.05 15.00 
46.79 68.11 15.00 
45.95 67,62 15 . 00 
45.05 66.81 15.00 
47.45 66.95 15.00 
48 . 19 67.39 15.00 
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64 GLY N 


11.82 


64 GLY CA ; 


12.94 


64 GLY C 


13.32 


64: GLY 0 '\. 


■•• 14v37 


■ ■6S:':<3tii;;N ■ 


12.48 


65 GLY CA 


12.76 


65 GLY G 


13.11 


:^5/;;:GLYs:G f -- v ^ 


:^13\3* 


66 GLY N 


13.21 


6 6 GLY CA 


13 . 50 


66 GLY C 


13; 34 


66 GLY 0 


12.91 


67 TYR N 


: 13i65 


61 CA 


13.55 




14 .85 


67 TYR CG 


16.13 


67 TYR CD1 


16.31 


67 TYR CE1 


17.51 


67 TYR CD2 


17,13 


67 TYR CE2 


18.32 


67 TYR CZ 


18.49 


67 TYR OH 


19.63 


67 TYR C 


12.41 


67 TYR 0 


12.00 


68 MET N 


11.84 


68 MET CA 


10.72 


68 MET CB 


10 ,01 


68 MET CG 


9.14 


68 MET SD 


10.15 


68 MET CE 


10.37 


68 MET C 


11,20 


68 MET 0 


10.55 


69 THR N 


12 . 33 


69 THR CA 


12.91 


69 THR CB 


14.24 


69 THR OG1 


15.16 


6 9 THR CG2 


13.99 


69 THR C 


13.15 


69 THR O 


13 .15 


70 ASN N 


13.42 


70 ASN CA 


13.61 


7 0 ASN CT 


14,23 


70 ASN CG 


15.73 



TABLE X 

46. 25 68.06 15 .00 

' 45.47 . 67.59 15.66 

44.36 68.55 15 . 00 

43.74 68 .40 ISiOO 

44 ■■tm.:S$ ; 15: 00 

: 43;p6 70 .49 lSJOO 

43.58 71.88 15.00 

; 44. 80 72 j 13 IS .•00 

42.63 72,80 15 .00 

43.00 74.18 15.00 

41.82 7sCl5^ V 15.00 
40.73 74.72 15.00 
42.02 76.42 15,00 
40.94 77,37 15.00 

40.83 78.19 15. 00 
40.;41 .' ^77v:42!-.' 15. 00: 
39.16 76.96 ; 15.6b 
38.78 76.29 : 15.00 

41.25 77.20 15.00 
40.83 ?6v53 15.00 
39.61 76.08 15.00 
39.12 75.47 15.00 
41.24 78.31 15.00 
42.40 78.46 15.00 
40.20 78.88 15.00 
40. 40 79.78 15 .00 

39.09 80.00 15,00 

38.63 78.85 15.00 
37.92 77.61 15.00 

36.10 78.19 IS: 06 
41.05 81 .10 15 . 00 
41. 92 81.68 15.00 
40.56 81.59 15,00 
41.02 82.85 15.00 

40.26 83.21 15.00 
40.38 82.12 15.00 
38.77 83 .56 15.00 
42 . 55 82.80 15.00 
43,20 83.83 15.00 
43.10 81.63 15,00 
44 . 55 81.51 15. OO 
44.95 80.15 15.00 

44.64 80.08 15.00 
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70 ASN-ODl 


iy'.16:V28 


70 ASN ND2 




70 ASN C 


; :^.;ii::27 


70 ASN 0 


12.24 


71 ALA .N •/*,'* 




^lJ' AIA-CA^ •' 


7 92 84 




8.96 


: 71; ; ALA e;: : .v ; " 


9.39 


71 ALA 0 


8.79 


72 p;he: : n.<::' ;; ; 


9 .72 


72 PHE CA 


: \y :?? .39 


. 72 PHE CB 


9.61 


72 PHE CG 


8*80 


72 PHE GDI 


7:52 


72 PHE CD2 j 


9.28 


72 PHE CE1 


6,13 


72 PHE CE2 : 


8.50 


72 PHE C2 V 


7;;. 23 


72 PHE C 




72 PHE 0 


: 973 


73 GLN N 


- . 11,41 


73 GLN CA 


12.27 


73 GLN CB 


13.74 


73 GLN CG 


14.74 


73 GLN CD 


14.58 


73 GLN OE1 


: 14.18 


73 GLN: NE2 


14.76 


73 GLN C 


11.74 


73 GLN O 


:W : 83: : 


74 TYR N 


ill. 23 


74 tm CA ;.v 


10.67 


74 TYR CB 


10.48 


74 TYR CG 


... 9.52 


74 TYR CD1 


9.90 


74 TYR CEl 


i 8.98 


74 TYR CD2 


8.25 


74 TYR CE2 


7.39 ' 


74 TYR CZ 




74 TYR OH 


6 . 87 ' 


74 TYR C 


9; 3 5 


74 TYR 0 


, 9.|04 


75 VAL N 


8.60 


75 VAL CA 


7.35 



TABLE X ':. 

44.44 78; 98 15.00 

44,61 81.22 15.00 

45.27 81; 66 IS: 00 

46.42 82.08 15; 00 
44.62 

; 45.13 ' • 81.24 • 15 ;00 

44.17 80.50 15.00 

45.23 82; 69 15.00 

46.23 83.13 15.00 

44.17 83.43 15.00 

44.09 84.87 15 . 00 

42.66 85.39 15.00 

41.59 84,75 ; 15.00 
41.87 84; 33 15.00 
40.32 84.57 15.00 
40.91 83.73 15.00 

39.35 83.98 15 .00 
39.64 83.56 15 200 
45.09 85.71 15 . 00 

45 . 60 86.72 15.00 
45.38 85.28 ;1500 

46.36 85.97 15.00 
46.30 85.47 15.00 
46.94 86.38 15.00 
46 .42 87.78 15 . 00 
45 :26 . . 87,96 :■■ \ IsQoSk 
47. 28 88.79 15 .00 
47.79 85 . 84 15 .00 

48.57 86.78 15:00 

48 214 84.67 15:00 
49;45 84:41 ' 15 2:00 

49 2 62 82.93 15.00 
50 .72 82.59 15200 
51.97 82.44 15.00 
53.00 82.06 15.00 
50.50 82.38 15.00 
51.55 82.01 15.00 
52.77 81:85 15.00 
53.67 81.39 15.00 
49 . 64 85 . 16 15.00 
50.74 85.58 15.00 

48.58 85.39 15.00 
48.70 86.13 15.00 
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75 VAL CB 

75 VAL CG2 
.:$5| VJU^ C 

75 VAL 0 

•7f ?;GLN : -;M ' 

: :7:6v;;G^; : ;cj? ; :; 

76 GLN CG 
76 GLN CD 
76 GLN OE1 
76 GLN NE2 



76 


GLN C 


76 


GLN 6 


77 


LYS N ■ 


: ; ;:77; 




tM 


LYS CB 


77 


LYS CG 


77 


LYS; CD 


77 


LYS CE 


77 


LYS N2 


77 




77 


LYS O 


78 


ASN N 


78 


ASN CA 


78 


ASN CB 


78 


ASN CG 


78 


ASN GDI 


78 


AS N ND2 


78 


ASN C 


78 


ASN O 


79 


ARG N 


79 


ARG CA 


79 


ARG CB 


79 


ARG CG 


79 


ARG C D 


79 


ARG NE 


79 


ARG CZ 


79 


ARG NH1 


79 


ARG NH2 


79 


ARG C 


79 


ARG 0 


80 


GLY N 



6.46 
5.15 
6 . 10 
7.63 

8.69 

:ip{.id : v 

10,55 
11.76 
12 .14 
12.37 
9,78 
9.37 
:10t,:7i'i 
11,40 
12.56 
13 .20 
14.22 
15.18 
16.20 
10.51 
10.73 
9.50 
8.51 
7.84 

; ; 7;.-i5: 

7.70 
5. 93 
7.44 
6.89 
7 .15 
6.14 
6;. 27 
7 .58: 
7 . 76^ 
6.66 
6.30 
6^95 
5 ,21 
4.77 
3 . 80 
4.66 



TABLE X 

47.47 
47.64 
47:32 

k/.48'4?5- ; 

49,76 

48 ;3i :: : 
;: : : : 4'8>:47, '[. . 

4=7". 35 : ■ 
;;47:i?3;i\' " 

46.41 : : 
46.22 
45.85 
49.88 

:>5b> ; 72:,-.'.^ 

50.19 
: 51^49 • ■ 

51.50 

52.85 \"\ 

51.34 

52 .7i ".'/h 

; 53: ; .76- : 
y52iS5:. 

■.;5;3': : ,:59;-; '•; 

53.25 

54.42 •' 
55,49 
54.22 
53.69 
;54 ; ,:77>' : .; 
52.56 
52.48 .;.! 
53.65 ; 
53.69 

55.00 ! 
55.34 ! 
54.65 ! 
53:54; < 

55.01 i 
52 .46 i 
52.99 < 
51.78 ( 



85.92 
86.74 
84.44 
87:62 
88 .26 
i 88 ;13 
'89; 51 
89,89 
91.38 
91.65 
92.80 
90.59 
89.59 
90.3:9 
88,69 
88.72 
; *:87-;?2\ 
; ,87V:44:; 
86.33 
86; 62 
85.56 
88.55 
89.17 
87.70 
87.37 
86.04 

85.42 
85.36 
84.95 
88.42 
88,64 
89.05 
90.08 
91.07 
91,85 
92,63 
93.55 
94i:63 : ; ; 
94,96 
95,31 
89.43 . 
90.00 
88.30 



15.00 
15.00 
15.00 
, iSilOO 
15.00 
15.00 
15; 00 

■is'^bo'.; 

v 15,00 
15.00 
15.00 
15.00 

15 .00; 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15;. 00 

15 . 00 

15 . 00 

15.00 

15 . 00 

15.00 

15.00 

15 . 00 

15,00 

15; 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15. 00 

15.00 

15.00 

IS . 00 

15.00 

15.00 

15.00 

15.00 

15.00 
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.'. 80 GLXCA : . 


> : - ., 3 ,39 


: v 80vp^fec^:' :: . :: 


:/:■'■ -3 ,;3'9. 


80 GLY O 


';';. : >4v32 


81 ILE N if : 


:,-2. 30 


■'Sl-viLE^GA::;'-;:- 


2.03 




2.38 


81 •■lM;GG2 : : 




81 ILE CGI 


2. 48 


81 ILE CD1 


: 2,67 


81 ILE C : 




: Bliji^:M'?j 


' -0 . 33 


•82 V ASP : "N- \/ 


?. V 0^3S 


82 ASP CA 


.oi 


' 82 ASP CB 


-0.91 


82 ASP GG 




82 ASP! GDI 


• 0.52: 


82 ASP OD2 


-1.08 


82 ASP C 


• .• ; :r : l>:8 : 7 : : : 


82 ASP 0 


-1.39' 


8 3 SER I N 


-3.16 


83 SER CA 


-4.11 


83 S^ GB 




83 SER OG 


-5.97 


•^vsiR'.p:'^ 


-4-14 


83 SER : ; ; 0:;r V 


. ;-3-:48 


84 GLU N : 


i-4.79 


84 GLU CA 


-4.92 


84 GLU GB 


-5.77 


84 G LU CG 


-5; 57 


84 GLU CD 


^4.09 


84 GLU OE1 


.;:'.:t3: : .;52 


84 GLU OE2 


% :.|3 : .4&: . 


84 GLU C 


' 


84 GLU 50 


-5.13 


85 ASP N 


-6.84 


85 ASP CA 


-7 .68 


85 ASP CB 


-9.03 


85 ASP CG 


:, ^9,94 : 


85 ASP OD1 


-10.32 


85 ASP OD2 


-10.26 


85 ASP C 


-7.01 


85 ASP 0 


-7; 29 . 


86 ALA N 


-6.11 



TABLE X 

51.7b 87.64 IS: 00 

51; 50 86.16 15 ,00 

51.90 85.43 15,00 

50.87 85.-73 15,00 
50.55 .!; 84. 34 15.00 
49.06 83.98 15.00 

. 48^sl0 '•; ;r^|'4v6j4j 15,:p() 

48.88 82.46 15.00 
47.47 82.00 15.00 

50.92 84.01 15.00 
50.73 84.82 15.00 
51.53 82.85 15.00 

51.93 82.43 15.00 
52.93 81.27 15.00 
54; 32 81.71 15.00 
54.88 81.14 15.00 
54;84 82.64: 15.00 

50.76 82.00 15.00 
49.64 81/87 15.00 
51. 03 ' 81, 87 ^ . 00 
50.02 . , 81.42 15.00 
50.23 82.00 15.00 
51. 58 81.87 15.00 
50.20 79.91 15.00 

51.11 79.34 15.00 

49.26 79.24 15.00 
49.33 77.79 15,00 
48.16 77.25 15.00 

47.95 75.77: 15- Ob 
47;Sl 75U2 15.00 
48.88 74.89 15 ,00 
46.90 75.73 15.00 
50. 62 • 77.45 15. 0b 
51.48 76 . 76 ; : 15 . 00 : 

50.77 78.03 15.00 

51.96 77.78: 15.00 
51.85 78.51 15.00 

53.12 78.30 15.00 

53 .78 79.30 15.00 
53.46 77.15 15.00 

53 .27 78.08 15 . 00 
54.29 ' 77;>:4 : 3:i 15.00 
53.26 79.05 15 . 00 
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86 AlA CA ' : 


: : n|5.4i 


86 ;ilM..e|;.: / ;'v 


■ : '. *j*A . 88 




-4.27 


86 ALA OC 1 


-4.00 




-3.69 


87 TYR CA 


-2.57 


^i87\^f^ : :ieB ; ;;; ; ?: 


-1.24 


;.:<8?'^^^ 


0.04 


87 TYR CD l 


. \0.10 


87 TYR CE1 


: 1.32 


.;:87: :: ;T^ : ><^2C : 


1.21 


87^TYR'"CE2i-' 


2.42 




2.49 


87 TYR OH 


3.71 




-2.68 


;87''''TYR ; : v O v '- : 'x;' 


-2.00 


88 PRO N 


•. '.■ : -3 . 51 


88 PRO GD P 


-4.53 


88 pro qv 


;^3.75 


88 PROCB 


-4.87 


88 PRO ;CG 


-5.64 


88 PRO C 


|;;iH2.52 


88 PRO 0 


-1.59 




| : -:$2.58 


89 TYRCA 


-1.54 


89 TYRi CB 


'■ -1 . 64 


89 TYR CG 


-(0.54 


89 TYR GDI 


0. 7 9 


89 TYR CE1 


1.83 


89 TYR CD2 


-0.80 


89 TYR CE2 


0. 20 


89 TYR CZ 


1.53 


89 TYR OH 




89 TYR 


-1.73 


89 TYR 0 


; -2.81 


90 VAL N 


-0.65 


90 VAL CA 




90 VAL CB 


-0,15 


90 VAL CGI 


^).81- 


90 VAL CG2 


..i. ; 34T 


90 VAL C 


P. 11; 


90 VAL O 


-p. # 


91 GLY N 


1.05 



TABLE X 

^4 > 47 79. 38 15.00 

54.38 80.80 15.00 

54.73 78.39 15.00 

i55:.:89 78.07 15.00 

53. 66 77.83 15,00 

5i| 78 ; 76 .88 15.00 

53i68 77.66 15 .00 

■ 54vi4:' . : 77 .00 . > 15.00 

54:44 75.56 15.00 

54.83 74.98 15.00 

54.26 77.84 15.00 

54.65 77.33 15.00 

54.94 75.86 15.00 

55.29 75.29 15.00 
52; 66 ' 75; 83 15:00 
51.63 75.92 15.00 
52.90 74.79 15.00 
53.97" 74 - 75 15.00 
51.94 73.71 15.00 
52.62 72. 90 15.00 
53.31 73.98 15.00 

51.62 72 . 84 15 . 00 
52.42 72.70 15. 00 
50.42 72:24 15.00 
49.87 71.38 15. 00 
48.134 ] 71.47 15.00: 
•47; 59 70.84 15.00 
47.78 71.31 15.00 
47.13 70.72 15 . 00 
46.69 69.76 15.00 
46.03 69.15 15.00 
46.24 69.61 15 .00 

45.63 68.93 15.00 

50.30 69.92 15.00 
50.16 6^.38 15.00 
50.73 69.28 15:00 
51.22 67.88 15.00 
52i|€7 - 67 .77 15 . 00 
53.58 68.80 15.00 
52 .68 67.96 15.00 
50.36 66 . 90 15 . 00 
50.40 65 . 68 15.00 
49.58 67.43 15.00 
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91 


:;(HiY:-GA 


91 








111 


GLN N 




\GLN.: : -:ca'.'' 


92 




, : 9i 


GLN GG 




■:GM:::(|Dv: 


92 


GLN QE1 


92 




92 




92 


GLN 0 


93 


;gi^;<:n|. ; ' 


:.:-9.3 ; 




93 


GLU GB 


r ?3| 


GLU CG 


93 


GLU CD 


93 


GLU 0E1 


93 


GLU OE2 


:& 


■GLU:; T G ;: :-'-.- 


; -93r: 


GLU 0 


: : 94 ;: :: 


GLU N ■ 


94 


;GLU;;Gfc: : :' 


94 


GLU CB ' • 


94 


GLU CG 


94 


GLU CD 




GLU OEl 


94 


GLU OE2 


94 


GLU C 


94 


GLU 0 • ■" 


95 


SER N 



95 SER CA 
95 SER CB 
95 SER OG 
95 SER C 

95 SER O 

96 CYS N 
96 CTS CA 
96 CYS C 
96 CYS © 
96 CYS CB 

96 CYS SG 

97 ME* N 



1.85 

:::3:;;14'. 

3 ,51 

■ :^53? 
. 3. 3:1 

2.68 

••^4ii- 

5.34 

':l6.-5* : 
;:7-'.:33:" 
8,81 
9.33 
10.59 
i0i87 
11.31 
6.85 
6.48 
6.79 
6.36 
4.83 
4,07 

1 ,99 

2,51 

6 .86 

7.15 

6i98 

7.47 

7-26 

6.14 

6-78 

5.61 

7,52 . : 

6^93 . 

5.80 

6.00 

7.95 

7.32 

4 . 58 



TABLE X 

48; 75 
49 42 ' 
: 48.92 

%0^$2v;;:: 

51.17 

52.11 
: ; : :52v?7-v ; 

54.31 

54.64 

55.10 

51.97 

52.25 

52.40 
53 . 20 t 
53.08 
51.65 
51.25 
51.94 
50.35 
54:66 

55.20 
56.56 
56.70 
55.48 
55.78 
56(60 
5S. 26 ■ '{{■. 
56.98 
56:12:. 
58:29 
58,78 
60,29 
60.73 
58.06 
57 . 59 . ? 
57 .90; • 
57 . 30 : 
58.23 ? 
59 .44 
57,27 . ' 
56,63 : 
57.73 



66,55 
66.il 
6S::19 
66.75 
66:39 
65.23 
' 65:48 
64.81 
63.92 
65.25 
67.53 
68 .53 
67.30 
68v25 
67:>1 
68 A5:- 
67.38 
66.34 
67.80 
68.26 
' 67.24 
69.46 
69.67 
69.62 
70; 04 
70.70 
70 .14 
71,81 
71 .01 
71:84 
71 . 23 
72.52 
72 : 63 
71.85 
73.70 
73.59 
74.80 
75.96 
76,33 
76.37 
77 .09 
78.67 
76.42 



15.00 

15.00 

15,00 

15.00 

15 .00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15,00: 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15 .00 

15 .00 

15.00 

15.00 

15 .00 

15.00 



W097/16177 



PCMJS96/17512 



97 MCT; <|A 

97 MET GB 

■ 97 BET GG 
■ 97 MET SD 
'• 9 7 MET GE 

, 9 7 MET; G> 

97 MET O 

98 TYR N 
J98 TYR CA 

98 TYR CB 

\ 98 TYR CE1 
98 TYR CD2 
98 TYR CE2 
98 TYR CZ 
98 TYR OH 
98 TYR C 

98 TYR O 

99 ASN N 
99 ASN CA 
99 ASN CB 
99 ASN CG 
99 ASN GDI 
99 ASN ND2 
99 ASN C 
99 ASN O 

100 PRO N 
100 PRO CD 
100 PRO CA 
100 PRO CB 
100 PRO CG 
100 PRO C 

100 PRO O 

101 thr n 

101 THR CA 
101 THR CB 
101 THR iOGl 
101 THR CG2 
101 THR C 

101 THR O 

102 GLY N 
102 GLY CA 



3.46 

:;:2;40 
; :; : 2 : :;95 
.:Vl.74' 

'• 

\;..2l79 ; 

1.57 
? 3 ,59 
3 . 09 
4^25: 
■?{3^71: 
2.99 
2.42 
3.86 
3.30 
2.59 
1.99 
2.17 
2.56 
0.97 
-0.01 
-1.39 
-2.41 
-2.15 
-3.60 
-0.17 
-0.87 
0.31 
0.81 
0.20 
0.80 
1 . 64 
-1.25 
; ^09 ■ 
-2.22 
-3.61 

r' 4 >:58 v 

^|,|2- : 
-3.91 . 
-4^09 
-Si 05 
-3;50 
-3.90 



TABLE X 

58.59 

58,64 • 

58.79 

59.21 ' 

58; 48 

$8vl0 . 

58.06 
: 57 ,79 

57 .31 

56 .91 

56.31 : - 

55 :13 

54 . 60 

56.96 

56.45 

55.27 

54.70 

58.29 

59.42 

57.85 

58.66 

58,64 

59.49 

59.98 

59.65 
58.09 
57.05 
58.84 
60.23 
58.38 
59.53 
60.28 
58.14 
57.37 
58.73 ;1 
58.53 
59.63 
59.28 
60.96 
57.21 i 
56.64 . ! 

56,77 

55.51 l 



76.84 
75:75 
74:35 
73 . b9 
73.83 
78 14 
78.24 
79.15 
80.45 
81.37 
82.64 
82 . 59 
83 . 75 
83 . 88 
85.03 
84.95 
86.05 
81.19 
81.48 
81.49 
82.21 
81 . 52 
82-25 
83.35 
81.65 
83.63 
83.81 
84.66 
84.63 
86.04 
86 . 83 
85.79 
86.50 
87.41 
85,82 
86.23 
85.74 
84.45 
85 V 67 
85.69 
86 ,24 
84.58 
83.98 



15.00 

15.00 

i5:00 

15/00 

15,00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



WO 97/16177 



102 GLY C 


"^3.:; 31 


102 GLY 0 


, -':-43n63 


; 103 LYS N "V . 


;-2.- 50 


103 LYS: CA 


\>l'.87 


103 LYS CB 


.. -1. 06 


103j> LYS ^CG V 


•.' F0-v:26; 


103 LYS CD . 


-0 . 09 


103 LYS GE 


-1.41 


103 LYS NZ 


v';%lV.«2l 


103 LYS C 


-^2 .90 


103 LYS 0 


-3.84 


104 ALA N 


-2,70 


104 ALA CA 


-3.60 


104 ALA CB 


-4; 23 


104 ALA C 


-2.81 


104 ALA 0 


-3i37 


105 ALA N 




105 ALA CA 


-0.72 


105 ALA CB 


-0.65 


105 ALA C 


0.66 


105 ALA O 


1.21 


106 LYS N 


1.18 


106 LYS CA 


2 .49 


106 LYS CB 


2.33 


106 LYS CG 


1.94 


106 LYS CD 


2*9 


106 LYS CE 


3 90 


106 LYS NZ 


4.68 


106 LYS C 


3 .31 


106 LYS O 


2.78 


107 CYS N 


iv5i8 


107 CYS CA 


' 5.44 


107 CYS CB 


5.96 


107 CYS SG 


: 7.11 


107 CYS C 


6.58 


107 CYS 0 


7.13 


108 ARG N 


6.93 


108 ARG CA 




108 ARG CB 


7 . 57 


108 AUG CG 


•. 7 ; 03 


108 ARG CD 


;'.-.^';.-66-' 


108 ARG NE 


■ : - V;6:.vl6- 


108 ARG CZ 


" : *;-83-- : 



TABLEX 

*;54jvM: * 84.66 ^ ' 15.00 

;: : 53 .i6 ; : ; : <84 : v25.. " 15 . 00 

54.52 85.70 15.00 

53.41 86.40 15.00 

53.93 87.58 15.00 

52.86 88.29 15.00 

53.20 89.77 15.00 

52 .95 • . 90 .56- . 15 , 00 

51.48 90.82 15.00 
52.38 86.85 15 . 00 
52.70 87.56 15.00 
51.13 86.45 15.00 
50.03 86.82 15.00 

49 .45 85.59 15.00 
48.95 87.53 15.00 
48,03 88.10 15.00 
49.07 87.52 15 . 00 
48 .05 88.20 15 i 00 

46.80 87.34 15.00 

48.46 88.70 15.00 

49.47 88.26 15.00 
47.64 89.63 15.00 

47.81 90.27 15.00 
48.37 91.70 15.00 

49.82 91.78 15.00 

50.49 93.08 15.00 

50.73 93.15 15.00 
49.45 93.03 15.00 
46.52 90.33 15; 00 
45.42 90.25 15.00 
46.66 90.67 15 . 00 

45.50 90.73 15.00 
45.28 89.31 15 . 00 
43.91 89.12 15.00 

45.74 91.71 15.00 
46.84 91.75 15 . 00 
44.73 92.50 15.00 
44.94 93 . 42 15.00 
44,79 94.87 15.00 
43.41 95.26 - 15.00 
43.37 ; 96.77 • ' -. 15.00 
42.05 97.15 15.00 
40,90 96.99 15.00 



TABLEX 



108 ARG NH1 
108 ARG NH2 
108 ARG C 

108 ARG O 

109 GLY N 
109 GLY CA 
109 GLY C 

109 GLY 6 

110 TYR N 
110 TYR CA 
110 TYR CB 

; 110 TYR CG 

iio '^^i 

110 TYR CEl 
. 110 TYR CD2 
110 TYR OE2} 
110 TYR CZ 
110 TYR OH 
110 TYR C 

110 TYR Q 

111 ARG N 
111 ARG CA 
111 ARG CB 
111 ARG CG 
111 ARG CD 
111 ARG NE 
111 ARG CZ 
111 ARGNHl 
HI ARG NH2 

; : l:ll ; .^$: : c:: 7V ' 

111 ARG 0 : 

112 GLU N 
112 GLU/ GA , 
112 GLU CB ' 
112 GLU CG 
112 GLU CD ., 
112 GLU OE1 
112 GLU OE2 
112 GLU C 

112 GLU O 

113 ILE N 
113 ILE CA 
113 ILE CB 



8.05 
" 6.25 
9.24 
9.94 
9.47 
i0,58 
10^15 

: '?;-?^o;5 

10.97 

■ 10.79 

12. 20 

. ; 12 v6'.6- 
•'.13v95- 
13.08 

14 i 80 

16; 07 

11; 67 

12.72 

11.36 

12.26 

lli 86 

11.78 

12.04 

13.43 

13.89 

15.19 

13.04 

12 .24 

llVl7 ; 

13,43: 

13:63 

i5v09 

15 .46 

15.38 

14.25 

16.47 

13.36 

13 . 00 

13.55 

13.36 

12.20 



40; 88 
39; 76 
445 06 
43.63 
43.78 
42.92 
41.85 
41.91 

39.71 

40. 15 

40.50 

41.85 

42.21 

39.49 

39.80 

41.19 

41. 57 

38.57 

38.78 

37V37 

36; 23 

35.41 

36.26 

35.36 

34; 92 

33.89 

33.60 

33.14 

35.31 

35.05 

34. $3 

33.90 

33.97 

3-5:.;25 
35; 07 

35.12 
34.88 
32.48 
32.27 
31.53 
30; 12 
29.54 



96.47 
97.31 
93 .14 
94.07 
91.85 
•v?l>49.' 
90.50 
89 . 95 
90.37 
89.47: ! 
88.01 
87.61 
87.79 
87. 41 
87.02 
86.64 
86.83 
86.47 
89.72 
90.34 
; 89.26 
89.43 
90.67 
91.94; 
93.15 
93.18 
93 .89 
93 . 83 
94.59 
88.24 
87 .66 
87.90 
86.82 
•86 . 40 : 
85:. ; :(54; 
84.12 
83.56 
83.50 
87 .30 
88.44 
86.41 
86.72 
85.92 



15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15; 00 
15.00 
15 . 00 
15.00 
15.00 
: 15.00 
15.00 
15.00 
15.00 
15.00 
15. 00 

:15.00 ' 

15.00 
?!5.0O 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 

I5vp0 
15. 00 
15.00 

is.oo 

15.00 
15:00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 



WO 97/16177 



PCT/US96/17512 



113 ILE CG2 
113 ILE CGI 
113 ILE GDI 
113 ILE C 

113 ILE O 

114 PRO N 
114 PRQ CD 
114 PRO GA 
114 PRO CB 
114 PRO CG 
114 PRO C 

114 PRO O 

115 GLU N 
115 GLU CA 
115 GLU CB 
115 GLU CG 
115 GLU CD 
115 GLU OE1 
115 GLU OE2 

115 GLU C 
• 115 GLU O 

116 GLY N 
116 GLY CA 
116 GLY C 

116 GLY O 

117 ASN N 
117 ASN CA 
11? ASN : CB 
117 ASN CG 
117 ASN bpl 
117 ASN ND2 
117 ASN C 

117 ASN 0 

118 GLU N 
118 GLU CA 
118 GLU CB 
118 GLU CG 
118 GLU CD 
118 GLU OE1 
118 GLU OE2 
118 GLU C 

118 GLU O 

119 LYS N 



12.22 
10V91 
9.69 

; 15.33 
15.20 
14. 60 
16 . 49 
16.38 
15.73 

• il6^6? 

•: ; ll5. 93 
17.71 
18.03 
19.41 
19.58 
20 . 85 
20.80 
21.91 
17.96 
18.99 
16,78 
16.64 
15.95 
15.82 
15.49 
14.84 
15.29 
14.55 
13.47 

13.34 
12.71 
12.78 
11.35 

10.04 

■ j&8&' 
10.96 
10.45 
9 230 
10.97 



TABLE X 

28.02 
3U.06 ;' 
29.82 
29.49 

: : ;28>-;55, - 

28; 07 

27.87 

26i 62 

27.17 
:' 27;?54\v\ 

26.78 

28.13 

28.00 

28.59 

29.05 

29.87 

31. iik " 

29.28 
26.62 
25.96 
26.24 

24 ; ; 93 

i;23::'89;>'' 
22.73 
24.30; 
23.38 :: 
23.66 
22.85 
22.36 
22.73 
23.50 
24.37 
22.55 
22.5.2 : .: 
21.52 
21.91 
20.95 
20.50 
20.58 
22.18 
i2^61 V 
21v4« 



85 . 90 
86.51 
85.68 
:86;33 
85.44 
■ 87 . 13 
88.38 
86 : 88 
87.77 
68.97 
85 i 40 
84 . 83 
84.80 
83.38 
83 ill 
81.64 
81.42 
81.48 
81.19 
82.77 
82.65 
82.28 
81.66 
82.52 
82.13 
83.70 
84.61 
86.03 
87.06 
86:81 
88.25 
84 . 47 
85.05 
83 . 74 
83.45 
82v33- 

:81.37 

80.16 
79.88 
79i52; 
84.64 
84.67 
85; 63 



15.00 

15.00 
:15.00 
15.00 

is : oo 

15.00 
15 .00 

15.00 

15.00 

15.00 

15.00 

15;00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15 .00 

15.00 

15.00 

15.00 

:i5i0p 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15 .00 

15.00 

15, 00 

15,00 

15.00 



TABLEX 



119 LYS CA 
119 LYS CB 

119 -LYSV : CG* 
;119:;l^;:gd> 

119 LYS CE 
119 LYS NZ 

119 LYS : G 

./;il9:i'; : L^S;;0\;-. 

120 ALA N 
120 ALA CA 
120 ALA CB 

120 ALA O: 

:^J.^K : ;eA; : :' 

121 LEU C B : i 
121 LEU ; CG 
121;: L]^ (GDI 

;^i2'i : ; : ; ;Lro : ;:Cp2;; 

121 LEU C 
' 121 LEU O 

122 : LYS N : .. 

":122 ; :;;LY^ : ^ca:': 

122 LYS CB 
122 LYS CG 
122 LYS CD 
122 LYS CE 
122 LYS NZ 

122 LYS C v- 
1224 LYS p 

123 ARG Nj 
123 ARG CA 

;153: : ARG:; CG. :: : 
123 ARG CD 
12 3 ARG NE 
123 ARG CZ 
123 ARG NH1 
123 ARG NH2 
123 ARG C 

123 ARG O 

124 ALA N • ■ .7 
124 Al^i CA 



10; 15 
10.74 
' 9 ,69 
••• 8 184 
7.78 
7 03 
10.02 
9.02 

ii^oi 

10.99 
12.36 
9.95 
T 9v39 
9.79 
8.83 
9.06 
8; 06 

8.05 
8.42 

>7 ..43 

1.6159 
7.17 
5.83 
5.81 
4.49 
4.61 
5.26 
5. 14 

■ 5 ; .34; ; 
4.13 

•>6*^7;-. 
5.90 
6.95 
7.05 
8.15 

:: ^9^44:. ; . i ; 

10.56 

10.58; 

iiv7i>; 

';5.v7i;,r 
5 . 12 

•'6>31:.^ 
6.16 



21.13 
19.95 
' 19 . 04 
18.47 
17.54 
17.08 

22.45 

23 . 22 
24.43 
25.05 
25.39 
26.27 
25.27 
26.05 
25.87 
26.54 
28.02 
26.24 
' 25.59 
26.43 
24 .28 
23.74 
22.20 
21.54 
20; 10 
19. 90 
18.48 
24.13 
24.20 
24:36 
24.76 
24.36 
22 . 94 
22; 86 
23.25 
23.53 
23.50 
23; 76 
26.25 
26.72 
27.00 
28:42 



86.77 
87.52 
88.07 
86.94 
87.45 
86.28 
•87.69 
tS8;42 
87.66 

88.48 
88.46 
87V87 
88.57 
86 . 55 
85.78 
;84 . 28 
83.31 
83 . 54 
81.90 
86.13 
86 .46 
86.10 
86.40 
86.25 
86159 
86; 92 
88.29 
88.78 
87:78 
87.99 
88.71 
90.06 
91.07 
91.45 
92.43 
91. 82 
92.50 
93.81 
91.85 
90.17 
91.13 
89.25 
89 .tO 



15.00 
15.00 
15UO0 
15.00 
15 . 00 
15.00 
15.00 

15.00: 

151100 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

is ,00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15,00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 



W097/16177 
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124 ALA CB 


V^:"7/-;:22 


124 ALA C 




i 124 ALA 0 : 


4.06 


• 125 VAL N 


4.37 


125 VAL GA 


3 .06 


125 VAL CB ;l> 


2.82 


125 VAL CGI 


4^09 


125 VAL CG2 


,1^70 


125 VAL C 


2.03 


125 VAL 0 




126 ALA N 


2.42 


126 ALA CA > 


'. ). 1,41 


126 ALA CB .-. 


1.94 


126 ALA C 


1.32 


:'i:i26,; : :A^ : ^q; ? ;;f 


% 0.22 


12 7 ARG N 


2.42 


'. 127 ARG CA 


2.42 


127 ARG CB 


'•; 3.67 


127 ARG CG 


3.74 




5.07 


127 ARG NE 


5.02 


127 ARG CZ 


6.03 


127 ARG NH1 


5.84 


127 ARG NH2 


7.24 


127 ARG C 


2.30 


127 ARG O 


•i i is 


128 VAL N 


2.46 


128 VAL CA 


2.37 


128 VAL CB 


3.70 


128 VAL CGI 


3.62 


128 VAL CG2 


4.87 


128 VAL C 


1.29 


128 VAL 0 


- ^;y0v4;7, 


129 GLY N 


1.30 


129 GLY CA 


0.31 


129 GLY C 


1.10 


129 GLY 0 


?";2>;27' 


130 PRO N 


0-52 


130 PRO CD 


-0 . 89 


130 PRO CA 


1 ; 27 


130 PRO CB 


0.38 


130 PRO CG 


-Ov98 


13 0 PRO C : 


2 1 68 



29.12 : 88.43 15: 00 

: ;i8;v:73; ?; ;* : ; ;88!. 8l ; ■ V-1S : 00 

29.46 89.47 / : 15.00 

28.09 87.72 i5.00 

28.43. 87.21 15.00 

27 .94 v 85^7¥ 15.00 

27 .54 : 85.00 15.00 

26. 88 85-60 ' . •': 15 .00 

27.82 88.15 15.00 

28.28 88.17 15.00 

26.86 88.98 15.00 

26.25 89.89 15.00 

24191 90; 29 15.00 

27; 11 91.12 15.00 

27.27 91.63: 15.00 

27.71 91.55 15.00 

28.50 92.77 15.00 

28.22 93.60 15.00 

26.79 94.07 15.00 

26.45 94.67 15.00 

25.01 94.96 15.00 

24.24 95.34 15.00 
22.94 95.55 15.00 
24.73 95.54 15.00 
29.98 92.61 15.00 
30.68 93.60 15.00 
30.47 91.38 15.00 
31.91 91.11 15.00 
32.49 90.59 15.00 
33.98 90.47 15.00 
32.10 91.53 15.00 

32.25 90.10 15.00 
33,10 90.36 15.00 
31.60 88.94 15.00 
31.85 87.91 15.00 
32.00 86.61 15.00 

31.60 86.57 15.00 
32.56 85.53 15.00 
32.96 85.30 15.00 
32.70 84 .30 15 . 00 

33.61 83.50 15,00 
33.09 83 . 81 15.00 
33 .24 84 .44 15.00 
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13Q PRO O 2.93 ^34,17 85.20 15.00 

131 VAL N 3y59 32; 56 83.75 15.00 

131 VAL CA 5 : 01 32. 88 83 .76 15.00 

131 VAL CB 5.79 31v64 84.27 15 . 00 

131 VAL CGI 7.25 31.88 84.32 15.00 

131 VAL CG2 5.29 31.20 85.62 15.00 

131 VAL C 5.46 33.28 82.34 15.00 

131 VAL 0 4.93 32.82 81.36 15.00 

132 SER N 6,29 34.30 82.27 15.00 
132 SER CA 6 .77 34.75 80; 9$ 15,00 
132 SER CB 7.15 36.24 81.04 15.00 

: 132 SER OG 5.98 36.98 81; 39 15.00 

132 SER C 7v92 33.89 80.48 15,00 
132; SER 0 £01 ■ 33 ; 83 81. 08 15 ; 00 

133 VAL N 7.65 33 .20 79.38 15.00 
133 VAL CA . . ; 8^65 ' 32,34 7B;76 15^00 
133 VAL CB 8 ? :09 3 0.90 78.61 15 ; 00 
133 VAL CGI 7.58 30.35 79.92 15.00 
133 VAL CG2 6.97 30.91 77.61 15.00 
133 VAL C 9.05 32, 84 77.37 15.00 

133 VAL O 8,48 33 .81 76.85 15.00 

134 ALA N 10.08 32,21 76. 81 15 !; 00 
134 ALA CA 10 . 60 32 . 51 75.49 15 .00 
134 ALA CB 11.89 33,29 75.59 15.00 
134 ALA C 10.85 31,16 74.84 15,00 

134 ALA O 11.46 30.30 75.47 15.00 

135 ILE N lp.35 30.97 73,62 15 .00 
135 ILE CA 10.52 29,73 72.86 15.00 
135 ILE CB 9 .18 28.95 72 . 80 15 . 00 
135 ILE CG2 8,71 28.60 74.21 15.00 
135 ILE CGI 8,13 29.80 72.09 15.00 
135 ILE CD1 6.78 29.14 72^00 15.00 
135 ILE C 11.04 30.04 71.44 15.00 

135 ILE 0 11.30 31^20 71.08 15.00 

136 ASP N 11.28 28.98 70.67 15^00 
IS 6 ASP CA 11.71 29.13 69.30 15;00 
136 ASP CB 12 .68 28 ,01 68.94 15.00 
136 ASP CG 13.21 28 .11 67.50 15,00 
f 36 ASP GDI 13.77 27.12 67.00 15.00 
136; ASP QD2 13.08 29.18 66.88 15.00 
136 ASP C 10.45 28.94 68.51 15.00 

136 ASP O 9.90 27.82 68.48 15.00 

137 ALA N 9.98 30.01 67.87 15.00 



n't 0 
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TABLE X 



137 ALA CA 


8.78 


29.93; 


67 i 06 


137 ALA CB 


7 .74 ' 


; 30,91 


' i 67.56 


137 ALA G 


9.09 


30vl8 


65.58 


137 ALA 0 


8V27 


30.79 


64.88 


138 SER N 


10.22 


29.67 


65.10 


■ 138 SER GA 


10.66 


29.83 


: 63.72 


138 SER GB ; 


12.18 


29.81 


63 . 63 


138 SER OG 


12.67 


28 .54 


64.dl 


138 SER G 


10.15 


28.77 


62 .77 


138 SER 0 


9.81 


29.07 


61.62 


139 LEU N 


10 . 12 


• 27.53 


63.26 


139 LED CA 


9.66 


26.42 


62.45 


139 LEU CB 


9.74 


25.13 


63.29 


139 LEU CG 


11.05 


24.33 


63.34 


139 LEU CD1 


12.24 


25.24 


63.67 


139 LEU CD2 


10.92 


23.21 


64.38 


139 LEU C 


8.24 


26.59 


61.88 


139 LEU 0 


7.32 


26.95 


62.60 


140 THR N 


8.08 


26.30 


60.58 


140 THR CA 


6.80 


26.39 


59.88 


140 THR CB 


6.88 


25.76 


58.50 


140 THR OG1 


8.18 


25.97 


57.94 


140 THR CG2 


5.86 


26.37 


57.60 


140 THR C 


5.76 


25.62 


60.67 


140 THR 0 


4.67 


26.12 


60.88 


141 SER N 


6.13 


24 . 45 


61.17 


141 SER CA 


5.20 


23.63 


61.94 


141 SER CB 


5.79 


22.28 


62.28 


141 SER OG 


7.00 


22.40 


62.97 


141 SER C 


4.65 


24.28 


63.18 


141 SER 0 


3.60 


23.89 


63.66 


142 PHE N 


5.35 


25.26 


63.72 


142 PHE CA 


4.82 


25.94 


64.90 


142 PHE CB 


5.94 


26v71 


65.64 


142 PHE CG 


5.46 


27.49 


66.86 


142 PHE CD1 


5.60 


26.99 


68 . 12 


142 PHE CD2 


4.89 


28.74 


66.71 


142 PHE CE1 


5.15 


27.76 


69.25 


142 PHE CE2 


4.46 


29.49 


67.82 


142 PHE CZ 


4.59 


29.00 


69. 07 


142 PHE C 


3 .74 


26.88 


64.42 


142 PHE 0 


2 . 63 


26.88 


64.93 


143 GLN N 


4.08 


27. 58 


63.36 



15.00 
15. 00 
15.00 
15.00 

15.6b; 
15:00 

15^00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 

: 15#0 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15 . 00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15.00 

15. 00 

15.00 

15.00 

15.00 

15.00 
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TABLE X 




•143 GLN CA 
, 143 GLN CB 
143 GLN CG 
143 GLN CD 



...;' ; ;3. 24 .. 28i59 \ 62 ;j3 : :?C$&6jiy • ' : 
4.04 29,36 61.69 15.00 
5.38 29.87 62.23 15.00 

6.19 ■ 30.: 64 : . ; : .ii;:i6' 15I00 .' 



14J VjiiM l/E. 1 . 


5.83 


31,75 ' 


60.75 




r. 00 


143 CjXiN NE2 


7.25 


30.01 


60.64 




i.OO 


143 GLN C 




: 28.10 


62.12 


J : ||S 


.00 


14 J CtLiN U 




28. 86 


62.08 




.00 




a • ft i 


26.90 


. 61.55 




.00 


144 PHE GA 


0; 61 


26.44 


61.01 ; 




.00 


144 PHE GB 


0.73 


25. 77 


59.63 


15 


,00 


144 PHE CG 


1 .72 


24 : 62 


59.58 


15 


.00 


144 PHE GDI 


2; 76 


24 . 61 


58.69 


"V'is 


ibo 


144 PHE CDifi 


1. 58 


23 .50 


60.36 




.00 


144 PHE CE1 


3V60 


23.51 


58.60 


15 


g6o: 


144 PHE CE2 


' : ■ : 2v4 ; 7; ': 


22.41 


60.22 


15 


.00 


144 PHE CZ 


3,44 


••: 22 .44 


59 /3 5 ; : 


: : ;;'-":l:5: 


:::t)0 


144 PHE C 


-0 . 14 


: 25.50 


61 . 98 


•: 15 


.00 


144 PHE 0 


■ -1.10 


24 .82 








145 TYR N 


0.31 


25.47 


: -63^24 : . 






145 TYR GA 


-0.31 


; 24.65 " • 


64.26 


15 




145 TYR GB 


0.32 


24.91 


65.65 




.00 


145 TYR CG 


-0.47 


24.34 


66.81 




.:|o;. 


145 TYR GDI 


-0.26 : - 


23 .01 


67.22 


15 


loo 


145 TYR CE1 


-0.98 


22.48 






;oo 


145 TYR CD2 


-1.42 


25.12 


67.48 




.00 


145 TYR CE2 


-2 .15 ,'■ 


24.61 


68.54 " 


15 


.00 


1 il C fmm mm 

145 TYR CZ 


-1 .93 •.. 


23 .28 


68.94 


15. 


;oo 


145 TYR OH 


-2 .67 


22 .83 


70.02 


• ; ?l:5/ ; 


.00 


145 TYR C 


-1.80 


24.98 


64.30 




.00 


145 TYR 0 


-2,24 


26.10 


64.03 


15. 


;00 


146 SER N 


-2 . 60 


24 . 00 




15. 


.00 


146 SER CA 


-4.06 


24.19 


64.77 


■'.15:;. 


^0 


146 SER CB 


-4 .67 


23 . 67 






; oo 


146 SER OG 


-4.29 


22. 33 


•' 63^27 ■ 


^15. 


00 


146 SER C 


::-4 : >67;, ,'; 


23 . 42 


65.95 


; 1:5, 


00 


146 SER 0 


-5.59 


23 . 89 


66.62 


- 15. 


00 


147 LYS N 


-4.20 


22.20 


66.13: 


;>;15'- 


00 


147 LYS CA 


. -4:67 


21.36 


67.20 


15, 


66 


147 LYS CB 


-5 . 96 


20,64 


66.83 


15. 


00 


147 LYS CG 


. -5^81 


19,47 


65.90 


■;:is : ;: 


00 


147 LYS CD 


-7.06 


18.58 


65.92 


■ 15. 


00 


147 LYS CE 


-6.91 


17.41 


64.96 


15. 


00 
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147 LYS NZ 


-8.13 


16.56 


. 64.99 


15.00 


147 LYS C 


-3.60 


20.36 


67.62 


15.00 


147 LYS 0 


-2.62 


20.16 


66.90 


15.00 


148: GLY N 


- :-r3:i:«2^ : 


19.73 


68.78 


15.00 


' :146/iG]tYi:eA; ' 


-2 . 88 


18.75 


69.30 


15; 00 


148 GLY C 


-1.76 


19.26 


70,20 


ISidO 


148 GLY 0 


-1.75 


: 20,39 


70.59 


: 15.00 


149 VAL N 


-6.79 


18.40e 


70.52 


15.00 


149 VAL CA 


. 0.33 : 


Vl8 ; ;;81 y 




t i5;bo 


149 VAL CB 


0.58 


17,89 


72.57 


15.00 


149 VAL CGI 


1.74 


18.42 


73>41 


15.00 


149 VAL CG2 


-0,68 


v.,i7-;:7 : 5/: 


73.42 


15.00 


149 VAL C 


1.59 


18.86 


70.48 


15.00 


149 VAL 0 


. 2,06 


17.84 


69.96 


15.00 


150 TYR N 


2.13 


20.07 


70v35 .' 


15.00 




3.32 


20.33 


; 69^53f : - 


^p5:#b . 


150 TYR CB 


3.50 


21.83 


69.29 


15.00 


ISO Till CG: 


4.5:9 


22.21 : 


68.31 


15.00 


150 TYR CD1 


4.47 


: :-. : ":22i;:;0i : ; ; 


66.95 


15.00 




<.;5'#8..';. 


■ '^2^3'7' : 


66.04 


15 . 00 


150 TYR CD2 


5.74 


22;78 


68.72 


, : is.oo 


150 TYR CE2 


6.75 


23.13 


67.81 


15.00 


150 TYR CZ 


; 6.ei 




:;66: : 4&; : . 


IS^Op 


150 TYR OH 


7.57 


23.30 


- V^i-ebi 


: ; : ;iS : ::;6o>! 


150 TYR C 


4.60 


19.72 


70.12 


15.00 


150 TYR O 


4 : 76 


19 . 60 




15.00 


151 TYR N 


. 5v44 


19.24 


69.21 


iiSvbo 


151 TYR CA 


6.74 


18.68; 


69.55 


:•;. 15^0:0; : 


151 TYR CB 
151 TYR CG 


6 ; 62 
7.96 


17:36 
16.61 


70^22 • 
70.42 


: 15:6o 
15.00 


151 TYR GDI 


9.15 


"17:. 34 


70.60 


15.00 


151 TYR CE1 


10.41 


16.67 


70.84 


• 15:; 00 


151 TYR CD2 


8 .02 


15.21 


70.47 


15 .00 ; 


151 TYR CE2 


9.24 


: i4;52 ' . 


70.71 


15.00 


I5i; TYR CZ • 


10.43 


15.27 


70,89 


15.00 


151 TYR OH 


11.60 


14.61 


71.14 


15.00 


151 TYR C 


7.38 


18.53 


68.19 


15.06 


151 TYR 0 


6.82 


17, 86 


67 .31 


15: 06 


152 ASP N 


8.47 


19.26 


67.98 


15 . 00 


152 ASP CA 


? . 18 


19.22 


66:71 


15.00 


152 ASP CB 


8.83 


20.40 


65.81 


15.00 


152 ASP CG 


9.30 


20.18 


64.37 


15.00 


152 ASP OD1 


10.54 


20.06 


64: 18 


15.00 
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152 ASP 0D2 
.'• V '152 : ASPKC:::;r 

152 ASP 0 

153 GLU N 
153 GLU CA 
153 GLU CB 
153 GLU CG 
153 GLU CD 
153 GLU OEl 
153 GLU QE2 
153 GLU C 

153 GLU 0 

154 SER N 
154 SER CA 
154 SER CB 

154 SER OG 
. : xlS4:,'SER C:;:" 

/ •■ 154 SER O . ' 

155 CYS N 
155 CYS CA 

155 cys c 

. 155 CYS 0 :.. 

• ' , 155 CYS CB ; 
• 155 CYS SG 

156 ASN ' 
156 ASN CA 
156 ASN CB 

: 156 ASN CG 

156 ASN OP1 
■ 15 6 ASN ND2 

15 6 ASN C " ■ 
.' 15 6 ASN O . 
; ' 157 SER N 
; 157 SER CA 

157 SER CB 
157 SER OG 

• 157 SER C 

157 SER 0 
15 8 AS P N 

158 ASP CA ; 
- 158 ASP CB 

158 ASP CG 
158 ASP GDI 



PCT7US9«/17S12 
8.42 20.06 63.48 15.00 



10;69 


19.18 


66.97 


?vf5.00 


11 .34 


20.21 • 


67.14 


: 15. 00 


11.24 


; ,:i7i;.;97;.. 


66.94 


15.00 


: 12. o 4 
13 .00 


■ ' ■17:i;77 : ; ; : 


67.18 
66.88 


15 .00 
15.00 


1 *5 ''-A C 
12 i«3 


• 15. 71 


'\'65v.6:r ; ; 


■•■ 15.00 


.11. 1U 
11 . 10 


• 15; 02 
13 ;96 . 


65,83 
:66.53 


15. Q0 
15.00 


10. 06 
13. oO 


.V;;i5^ : 52;;J 
18.73 


65.30 
66.48 


15.00 
15.00 


14. 7.3 


' 18 1 90 •' 


66.91 


15.00 


13 .17 ■ 


19.30 


65.35 


15.00 


14. 02 


■ 20.24 


64 . 60 


15.00 


13 . 49 


20 .49 


63.17 


15 ; 00 


13 ; 06 


19.29 : \ 


62 . 54 


15.00 


14. 13 


21.57 


65.34 


15.00 


14.95 


22.40 


65. 6o 


15.00 


1^ .37 V 

13 .33 


•• 21.72 
.': 22 .98 


66.43 
67.21 


15.00 
15.00 


14 .64 


23 .18 


67.97 


V::i5;gpp: r -: 


15.25 


;:, 22.21; 


68.44 


15.00 


12 .15 


22.;99 


68; 17 


15.00 


11.63 




68.64 


15.00 


15. 04 


24 .44 


68.16 


15.00 


lp .31 


24 . 74 


68.81 


;" : |i5i^0: • 


1 T ' ' ^-A 

1/ .20 


25 . 46 


67.80 


15.00 


18 .46 


26 . 05 


68.41 


15.00 


•1 'O "' O A 

18 .80 


25.83 ■ 


69 .59 


15,00 


1 A 1 O 

19 . 18 


26.80 


67.59 


15.00 


16*22 


25 .55 ■ . 


70; 11 


15.00 


16.12 


• 26:80 


70.09: '■■ 


15. 00 


16.27 


24.83 


71.22 


15:00 


16.22 


25.44 


: -: : Ws>; : -,- 


isloo 


16 .51 


24.37 


73.60 


15.00 


15. 49 


23.40 


73.56 


15 . 00 


17.22 


26.59 


72.72 


15.00 


16 .99 


27.51 


;::73.49 


15.00 


18.35 


26.52 


72.02 


15.00 


19,40 


27.52 


72.06 


15 . 00 


20.71 


26.91 




i5. 00 


20.91 


25.47 


72 .03 


15 . 00 


21.16 


24.60 


71.16 ■ 


15 . 00 
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1 5ft aqp nr*9 
•158 'AS^y:G: ;•: 


70 81 

19.05 


158 ASP 0 


19.69 




1 fi<"'- O il 


a5;9: ; : ASN:;GA{-: : 


17.64 


::1S|^A^-:€B :: . : \ 
i59 ASN <SQ;: 


17;77 

•.•'•'17/J54'' 


159 ASM ODi 


17.33 


159 ASN ND2 


17 > 63 


159 ASN C 


16.22; 

.; : %5vi3j 




16.12' 


160 LEU CA 


14.84 


160 LEO CB 


14.88 


160 LEO CG 


15 40 


160 LEiUT GDI 


15.23 


160 LEU GD2 


14.68 


160 LEU C 




16 0 LEU 0 


15 .56: 


161 ASN N 

;Vl61- A^- : x(^. * 


13.52 


16 i ASN; GB 


13^28 

■ /'13.53^ 


161 ASN CG 


12.91 


161 asn oni 

lyi. now UJJi . 


■ 11 fift: 


161 ASN ND2 


: 13 .78 


161 ASN C 


11.86 


161 ASN 0 


;ll,S7 


162 HIS N 


10.99 


162 HIS CA 

:::l : 62 ; :HiS:vCB: : : : :;:v- 


- 9-66 


162 HIS CG 


8.74 

■ ■ ; : ; 7:37- 


162 HIS CD2 


k(\ 6-94 


162 HIS ND1 


6.24 


162 HIS CE1 


5.17 


162 HIS NE2 


5.57 


162 HIS C 


9.28 


162 HIS O 


9.61 


163 ALA N 


8.70 


163 ALA CA 


8; 26 


163 ALA CB 


8.50 


163 ALA C 


6 ? 78 


163 ALA 0 


6 . 02 


164 VAL N 


6.39 



TABLE X 



25.18 


73.26 


15.00 


28 . %7 : 


i7l.26 


15.00 


29;: 81 
28.67 


7i^37 
. 70.40 


15.00 

;. 15; 00 


29 82 


69,62 


is An 


29; 53 


68.12 


•' : : V^ ; 5'v0p: 


30.78 


67.23 


15.00 


30.67 


66V00 


15.00 


31.96 


67.83 


15:00 


30.27 


69.99 

■ 69 36 ' 


15.00 

1:5 ^00 


29 .87 
31.10 


^: : :.7|:>-03\- 




31.64 


71.49 


15.00 


; .31v87> ; : ': 5 


■•■7-3^(}q : ;; 


15.00 


30 .70 


73.88 


15. '00 




75.33 


15.00 
15.00: 


32.96 


73.59 
70.75 


,. 15.00 




70 75 


is do 


33.17 


70.11 


15.00 

Is. 00 


34.40 
34.18 


69 ; 36 


15.00 


32.90 


?;.6j7.:^32;; 


15 .00 


32:70 
32.01 


■ 67.33 
66.83 


15 . 00 

: ; 


34. ?8? 


69.54 ■ 


. 


36.09 


69.09 


15 .00 


3 : 4^2;8:,, 


70.26 


;f:i% ; (6jd:v 


34.79 


-.: 70;41 


■■' ; ::15':;.:b:P:: ; . 


|4V04i* 


:■; ;69^::4 : 5:,-; : 


15.00 


34. 62 


69.35 


";V ; ;iS;;t|:ds-: 


35.88 


69.10 




33.84 


-': : '69>:4S> : ,-. 


vl5v00 


34.59 


• ; ^9-.;2^ ;■ 


15. 00 


35.83 


69, 03: 


15.00 


34.53 


71.85 


15.00 


33.48 


72.39 


15.00 


35:56 


72.47 


15.00 


35.51 


73,85 


15.00 


36.80 


74.53 


15 . 00 


35.24 • 


73.87 


15.00 


35.80 


73.09 


15.00 


34.38 


74.78 


15.00 
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;->.JL-v4l 


!;: yyA** 


: CA 




A/AT 


*:-.vB.: : 




:'::'-\r*T : 




IP* 


; . VAJLi 






y/Ui 


•>.-V; . ;, 






• ;:.U ; . • 


X.PP:: 


:'-'T- : Pf-l- : 


. N . 


IOj 




* . : ' 

jvA- . 


, ; .1.0O : : 




:'r»ia'::- 


: : X Py, 




CG 


•: : t:rc. 

IOJ 


]leu; 


CD1 


IDS 


LEU 


CD2 


. ; 1::/re"; 
,J.;POv. 


LEU 






; LiEU: : : 




: :;ib.b;;: : ; 




166 


ALA 


CA :■ 


166 


ALA 


CB 


166 


ALA:- : 


e< 


166 


ALA 




167 


VAL 


n ; 


167 


VAL 


CA 



:;;:l67: : v^^:::- ; .GEf. . 

;:::^6i::;;\^|G<sij 
3i673;%L;3cG2- 

167 VAL C 

167 VAL O 

168 GrLY • N ' ' 
168 GLY CA 

16d:;GLY: C 

168 GLY O 

169 TYR N 
; ^69A TyR, : CA ■ 

1:69 TYR^ CB 
169 TYR CG ; 
169 TYR CD1 
169 TYR CE1 
169 TYR CD2 
169 TYR CE2 
169 TYR C2 
169 TYR OH 
169 TYR C 

169 TYR O 

170 GLY N 



TABLE 

5.01 34.03 

4.69 32.69 

4.67 32.84 
5.73 31.64 

4.72 33.94 
- 5.55 34.42 

3.60 33.31 
V 3 ; 27 33,21 
■ X: 2,31 ; . : -:;-34-i3:6f 
.;' i:S2 34.51 
/ 2.25; : ^J;35v21^ 

0.26 35.25 
'" ; .::2;;-65 : 31; 88 

1.68 31.50 

3 : y25; •*;3;i:: : i5/, 

2.73 29.85 
3 79 :" 29. 05 
1.57 30; 12 
1.76 30.63 
0.38 29.73: 

tO.88 29.95 
-1.94 30.48 
-3.36 30.02 
-1.88 32.03 
-1.36 28.70 3 
-2.35 28.75 
-0.67 27; 57 
-1.07 26.35 
-0.36 25^13 
.. 0.52 . V ;25.29 : V7 

-6 . 68 ' : 23>94:.; :: : 

-0.03 22;73 

: 1,33 . 3 ; ?2:,:45/: , 

1*24 22.33 

- 0.66 21^21 

0.51 21.16 

1*67 23.36 

1.53 : : 23,30 

0.94 22.20 

0.76 22.18 

-0.97 21.62 

-1.89 21.79 

-0.71 20.47 



74.97 15 . 00 

74-29 15.00 

72.75 15.00 

74.69 15.00 

76. 48 15.00 

77.30 15.00 

76.85 15.00 

78.26 15.00 

478.60 15.00 

; 79. 93 -15 . 00 

81.00 15.00 

79.65 15.00 

'. 78.;;<S3i : :^.'15jdo : - 

77498 - 15^00 

79.57 15: 00 

80,03 15.00 

80.72 :15; 00 

80; 98 15;jOO 
:;82 ; :0&^\-- : :i5^:6o • 

80.56 15.00 

81.26 15.00 

80.19 15, (30 

80.45 15.00 

80.10 15.00 

82; 03 15,00 

82,70 15.00 

81.88 15,00 

82,56 15.00 

82,00 15; 00 

81.17 15,00 

82; 49 15,00 

81; 98 ! 15;00 

82; 6$ 15.00 

84.21 15.00 

84.82 15.00 

86,19 15.00 

85.02 15.00 

86.36 15.00 

86.95 15.00 

88.32 15.00 

82.29 15.00 

83 . 08 15 ; 00 

81.70 15.00 
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170 GLY CA 
170 GLY C ? 

170 GLY 

'17;1 'ILE^N; 

.' 171 ILE CA 

17-t 

171 ILE CG2 
171 Il£ CGI: 
171 ILE CD1 

;i7:i;;;iLE|ei;;; : '- 

171 ILE O 

172 GLN N 
172 GIjN CA 
172 GLN CB 
172 GLN GG 
•^2-;iGM;^;' ; 
172 GLN OE1 
172 GLNiNE2 
i72 GLN: G 

172 GLN o 
173V LYS% 

173 LYS CA 
173 LYS CB 

'173'';lyS:.;c6 :; ; ; ' : 

173 LYS CD 
173 LYS CE 
173. LYS NZ 
173 LYS C 

173 lys;;o 

174 GLY N 
174 GLY CA 
174 GLY C 

174 GLY 6 

175 ASN N 
175 ASN CA 
175 ASN CB 
175 ASN CG 
175 ASN OD1 
175 ASN ND2 
175 ASN C ' 

175 ASN: 0 

176 LYS N 
176 LYS GA 



-1,54 
■#.19 
-0.05 
-2 .19 
-1.99 
-•1.71 
-2 .84 

: ^ly47 
-1.37 
-3.23 
-4^29 
^3^09 

-4.21 
-3.96 
-5.15 
-5.05 
-4.:76 
-5-27 : - 

-4 ,;si 

r 5.23 
-4. 00 
-4.27 
-4.76 
-6,07 

r6.45 

-5.44 
-5.85 
-2.97 
-2.29 
t2.59 
-1.36 
-0.18 
0v88 
0.34 
0.75 
0.84 
1.30 
2.46 
0.38 
0.75 
0 . 24 
1.91 
2 . 12 



TABLE X 

19.31 
18.20 
18.05 
17.42 
16.31 
14.98 
14.65 
13.80 
12.49 . ■ 
16.19 
16 . 77 
15.50 
15.35 
16.16 
16.20 
17.33 
18.47 
17.03 
13.86 
13v22 
13,30 
11.89 
11.64 
12.36 
12-30 
13.01 
12.96 
11.18 
10.72 
11.22 
10.60 
11.54 
11.27 
12.66 
13 .62 
14.07 
12.97 
12.52 
12.50 
14 .84 
15; 61 • 

15.07 
16.20 



81.93 
80,97 
80.56 
80.63 
79 71 

80.49 
81.48 

79.57: 

80.30 
78.81 
79.10 
77.69 
76.77 
75,48 
■ 74:497 
73,50 
73.87 
72.22 
76.49 
77,27 

7;5i41 

75.22 
73.81 
73.52 
72;i:03 
71.15 
69C72 
75,51 
74.59 
76.78 
77.21 
77,14 
77:72 
76.42 
76.27 
74 . 82 
73.90 
73.96 
73.05 
77.17 
77,23 
77,78 
78. 66 



15.00 
15.00 
15.00 

15.00: 

15^0 
15 ; 00 
15.00 
15 .00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15.00 
15 . 00 
15v60 

15.00 
15.00 
/.15. 00 
15.00 
15.00 
15.00 
15.00 

15.00 
15.00 
15.00 
15.00 
15.. 00 
15.00 
15.00 
15 . 00 
15.00 
15 . 00 
15.00 
15.00 
15.00 
15.00 
15.00 
15,00 
15 100 
15.00 
15.00 
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. TABLE X 

176 LYS CB 3.36 15 .99 79.53 15.00 

: :-vlf6vLYS:: : CG. , • 3,19 14,86 . 80^52 i5v 00 

f;;:-i76:;LYS:,CD;' 4.24 14.85 81.66 15.00 

176 LYS CE 4.17 13.51 82.41 15.00 

• 176 LYS NZ . v'\ 2x9p,\;.' "13 ;>7 .; " 83 .28 15 ; 00 

176 LYSi C 2. 25 17 .46 77 .85 15. 00 

176 LYS O 2; 71 17 . 42 76,71 i5.00 

177 HIS N 1.74 18.56 78.38 15.00 
177 HIS CA 1.85 19.81 77.66 15,00 
177 HIS CB 0.73 19. 92 76.63 15.00: 
177 HIS CO ; -0 . 62 20.17 77 .21 15.00 
177 HIS CD2 -1.20 21.32 77.65 15.00 
177 HIS ND1 -1.56 19.18 77.38 15.00 
177 HIS CE1 -2.67 19.70 77.89 15.00 
177 HIS NE2 -2.47 21.00 78.06 15.00 
177 HIS C 1.83 21.03 78.53 15.00 

177 HIS O 1.38 20.97 79.68 15.00 

178 TRP f N 2.20 22.13 77.89. 15.00 
178 TRP CA ■ >■ ' 2 .21 23 .47 78.45 15.00 

^ : i ; 7:8:^f;- : :GB ; -:'.' 3^57 24.15 78,26 15.00 

178 TRP GG 4.7I 23,55 78.98 15.00 

178 TRP CD2 4.98 23.62 80.41 15.00 

17 8 : TRP CE2 6,14 22 . 88 80.64 15.00 

178 : TRP CE3 4.33 24.22 81.52 15; 00 

178! TRP GDI 5#6 22 . 82 78.45 15 ^00 

178; TRP NE1 6 .56 22 .40 79.44 15 .00 

178 TRP CZ2 6.67 22.72 81.91 15.00 

178 TRP CZ3 4,86 24^05 82.77 is.00 

178 TRP CH2 6.01 23.31 82.96 15.00 

178 TRP C 1.18 24,24 77.64 15.00 

178 TRP O 1.14 24 . 11 76.42 15 . 00 

179 ILE N 0.33 25.01 78.30 15.00 
179 ILE CA -0.64 25.81 11. 55 15.00 
179 ILE CB -1.90 26.08 78.34 15.00 
179 ILE CG2 -2 .77 27.07 77.61 15 .00 
179 ILE CGI -2.54 24.73 78.71 15.00 
179 ILE CD1 -3,79 24.79 79.53 15.00 
179 ILE C 0.03 27.14 77.31 15.00 

179 ILE 0 0.36 27.82 78.27 15.00 

18 0 ILE N 0.23 27.49 76,05 15.00: 
180 ILE CA 0.89 28.72 75.68 15.00 
180 ILE CB 2.09 28.49 74,78 15.00 
180 ILE CG2 ; 2 .73 29 . 81 74.51 15.00 
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TABLE X 




180 ILE CGI 
180 ILE GDI 
180 ILE C 



3.09 
3.92 
-0.04 



27.57 
28.26 
29.69 



75.46 15.00 

76.47 15.00 
75.03 15.00 




• 180 IIjE 0 


-0.88 


29.33 


' 74.22 


15.00 


181 LYS N ; 


0.06 


30.94 


75.44 


15.00 


181 LYS CA 


-0.80 


31.95 


74.91 


;,:-:^5j.:(jp; 


181 LYS CB 


-1.26 


32.84 


76.03 


15.00 


181 LYS CG 


-1 .94 


34.09 


' 75 i 52 


is: ob 


181 LYS CD 


-2.47 


34.90 


76. 67 


15,00 


181 LYS CE 


-2 . 92 


36.22 


76.11 


15,00 


181 LYS NZ 


-3 . 47 


37.09 


77.17 




181 LYS C 


0 .15 


32.72 


74.03 


15.00 




1.19 


33.15 


7*v52 \' 




182 ASN N 


-0.15 


32.81 


: -7i2.- 75 




182 ASN CA 


0.73 


33.49 


71.81 


15.00 


182 ASN GB 


0.96 


32.61 


70 .59 


15,00 


182 ASN CG 


1 . 97 


33.17 


69.65 


i5;Po; 


182 ASN 0D1 


2. 31 


34.34 


69>73 


15. pip 


18 2 ASN ND2 


2.42 


32.35 


68.71 


15.00 


18 2 ASN C 


v* 0.01 


34.76 


; 71.38 


15.00 


182 ASW 0 


-1.21 


34.83 


71.39 ; 


15.00 


183 SER N 


0 .75 


35.80 


71.01 


15.00 




0.09 


37.03 


70 .61 


15.00 


183 SER QB 


0.81 


38.23 


71.20 


15.00 


1?3 SER OG 


2.19 


38.09 


71.04 


15.00 


183 SER C 


-0.09 


37.18 


69.10 


15.00 


183 SER 0 


0.19 


38.25 


68.56 


15.00 


184 TRP N 


-0. 58 


36.16 


68.41 


15.00 


184 TRP CA 


-0.73 


36.29 


66.97 


15. 00 


184 TRP GB 


0.00 


35.18 


66.21 


^;l5y;pp : ;;'. 


184 TRP 


1.47 


35.38 


66.20 


^p|pv 


184 TRP GD2 


2.44 


34.39 


65.92 


|5.Pp 


184 TRP CE2 


3; 69 


35.01 


65v97 


15.00 


184 TRP CE3 


2.38 


33; 02 


65.61 


15. Pp 


184 TRP GDI 


2.13 


36.54 


66.41 


15:00 




3.47 


36.33 


66.27 : 


15.00; 


184 TRIP CZ2 


4.88 


34.32 


65.74 


15.00 


184 TRP CZ3 


3 . 56 


32.33 


65.37 ■ 


15.00 


184 TRP CH2 


4.79 


32.98 


65.44 


isvop; 


184 TRP C 


-2.17 


36.42 


66.57 


15 ,;PP 


184 TRP 0 


-2.53 


36.20 


65.42 


15.00 


185 GLY N 


-2 . 97 


36.92 


67.51 


15,00 


185 GLY CA 


•;. -4 . 37 


37,14 


67.23 


15. OP 
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185 


GLY 




::. i^S ; 06 


185 


GLY 




^4.46 


186 


GLU 


N 


: : - : ;^6p7^ 


186 


GLU 


: ;; : GA'-:' : 


• :-7;23 


186 


GLU 




-8* 63 


186 


GLU 




-9,57 


186 


GLU 


V : ;tD;::'; 


^10.89 


186 


GLU 


0E1 


•11.68 


186 


GLU 


0E2 


-11.14 


186 


GliU 


:. :; ;G::V:' 


-7.36 


186 


GI^ 


:-:;©:S: ; ;-;;v : 


:f -7.74' 


187 


ASN 


N 


-7 . 00 


187 


ASN 


CA 


-7 .11 


187 


ASN 


i:C?::- : ;,'; 




187 


ASN 






187 


ASN 


;xppi :: -> ; : 


-8.22 


187 


ASN 


••NIDiVy 


:V W9.".'66 ■ 


187 


ASN 




-5.92 


187 


ASN 


■o;;': 


-5.90 


188 


TRP 


N 


-4.89 


188 


TRP 


;GA; : ;' 


.'■•:-3-; 73 


188 


TRP 


CB ;' 


::'\'''H2 ; ;i;53.. 


188 


TRP 


CG 


-1.34 


188 


TRP 


CD2 


-0.66 


188 


TRP 




0.34 


188 


TRP 


CE3 


-0.81 


188 


TRP 


GiJl 


-tO.72 


188 


TRP 


NE1 


0^30 


188 


TRP 


CZ2 


1.18 


1818 


TRP 


•GZ3;' : .; 




188 


TRP 




0.98 


188 


TRJ? 


: C ;: - : 


-3.93 


188 


TRP 


0 


-4.69 


189 


GLY 


N 


:^-3:.:2^ : . 


189 


GLY 


:GA : : '- 


. • -3 .42.-: 


189 


GLY 


C 


-4. 80 


189 


GLY 


b . : 


-5,82 


190 


ASN 


N 


-4.87 


190 


ASN 


CA 


-6.16 


190 


ASN 


CB 


-6,04 


190 


ASN 


GGi- 


;^7>:3^7;- 


190 


ASN 


pDl 


-8.42 


190 


ASN 


ND2 


-7;3i 



TABLE X 



: 35 


. 83 


67.50 


15.00 


34 


.76 


• : 67 .64! 


15.00 


:35 


.94 


' 67.57 


15.00 


34 


.80 


67v^84 


15.00 


; ;: : '35i 


.32 


68.26 


15.00 


;-34 : 


.27 


68.68. 


15.00 


34 


.86 


69.09 


% 15.00 


35 


.25 


68.20 


15.00 


34 




70.31 


15 . 00 


33 


.76 


66.75 


15.00 




.62 


67.03 


15.00 


34 


; 14 


::! ; 65 : ;i52:;: : . 


15.00 


33 


,25 


; 64.36 


15.00 


34 


.07 


63.68; 


15.00 


33 


.50 


. ;: 6;2 . 2i ? : 


15;; 00 


33. 


.17 ' 


61.07 


15,00 


33. 


.42 . 


:•: •62v;75;. 


15.00 


32. 


.36 


64.14 


15.00 


31. 


.63 


63 .13 


15.00 


32. 


;sV'' 


64,96 


15.00 


31. 


.66 


64v 83 \ 


15.00 


32; 


.41 


65.32 


15.00 


31. 


51 


65.25 


15.00 


30. 


87 




15,00 


30. 


12 


: >;:65-. ; 83 : 


15.00 


30. 


87 


67.72 


15.00 


/3jfc. 


11 . 


64 .13 


15.00 


30. 


26 


64; 46 


15,00 


2?- 




66,64 


l,5v00 


30. 


: :|3 : 


68,52 


15.00 


29. 


•43 : ; ' 


68.61 , 


15; 06 


30. 


:46 ; :': 


65.72 


15.00 


30. 


%9:; : ; 


66.69 


15,00 


29. 




65.40 


15.00 


28. 


14 


66.22 


>isvoo 


27. 


88 


66.77 


15.00 


28. 


15 ■> 


66^15 


15.00 


27. 


38 


67.98 


15.00 


2% 


08 


68.58 ; 


15.00 


25. 


89 


69.53 


15,00 


25i 


28 


69; 86 


15,00 


25, 


95 : 


69,81 


15,00 


24. 


00 


70.23 


15.00 
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; v/ ;.. ; : table x ;/ 

190 ASN C -6.70 28.34 69.26 15.00 

190 ASN O -6.57 28.50 70.46 15.00 

191 LYS N -7.23 29.26 68.47 15.00 
191 LYS CA ^7^79 30,49 68.99 15.00 
191 LYS CB -9.10 30-17 69.71 15.00 
191 LYS CG -10 .01 29 i 28 68. 87 15.00 
191 LYS CD -10.50 29.93 67.53 15.00 
191; LYS CE -9.41 30.19 66.45 15.00 
191 LYS NZ ? -8.63 28 i 95 66 . 03 15 .00 
191 LYS C -6.81 31 J 27 69 . 84 15 .00 

191 LYS O -1 .13 31.73 70.96 15 .00 

192 GLY N -5.60 31.43 69.30 15.00 
192 GLY CA -4.58 32:18 70.01 15.00 
192 GLY C -3.63 31.36 70.87 15.00 

192 GLY O -2.54 31.86 71.19 15.00 

193 TYR N -4.03 30.16 71.27 15.00 
193 TYR CA -3.20 29.32 72.12 15.00 
193 TYR CB -4.03 28.72 73.28 15.00 
193 TYR CG -4.53 29.79 74.21 15.00; 

; 193 TYR CD1 -5.69 30.50 73.91 15.00 

193 TYR CE1 -6.13 31.53 74.73 15.00 

193 TYR CD2 -3.81 30.13 75.36 15.00 

193 TYR CE2 -4.22 31.14 76.20 15.00 

193 TYR CZ -5.37 31.84 75.89 15 .00 

193 TYR OH -5.74 32.89 76.71 15 . 00 

193 TYR C -2.54 28.21 v 71.35 15.00 

193 TYR O -2 .85 27.94 70.17 15. 00 

194 ILE N -1.68 27.50 72.06 15.00 
194 ILE; CA: / • -0 .59 26 .35 • • 71.50 "15 . 00 
194 ILE; CB 0.26 26,72 70. 64 15.00 
194 ILE CG2 1.18 27.65 71.44 15.00 
194 ILE CGI 1.03 25.47 70.15 15.00 
194 ILE CD1 2.16 25.76 69.14 15.00 
194 ILE C -0.54 25 . 54 72 .70 15.00 

194 ILE O -0.28 26.08 73.75 15.00 

195 LEU N ; -^0^56^ ;: 24 .23; v- 72 . 57 ' ■ 15 .00 : 
195 LEU CAi -0.12 23.30 73.59 15.00 
195 LEU CB -1.11 22.15 73.67 15.00 
195 LEU CG -2.34 22.29 74.58 15.00 
195 LEU CD1 -2.88 23.70 74.67 15.00 
195 LEU CD2 -3.41 21.38 74.05 15.00 
195 LEU, C :1. 21 22 . 81 73 .09 15 .00 
195 LEU O : : 11:31 ; vi2.26 71.99 15.00 



TABLE X 



'•' 1S^^;|^®^25' 23:13 73.83 15.00 

196 .MET;:CA:::\-: ; :-v.-:^V.S:8^ ■ ■■■ 22.69 73,45 15.00 

19 6 MET CB V • '." /;>;4-.'i'5;7 23.83 73.65 isloo 

196 MET CG 4.29 24.99 72.69 15.00 

196 MET SD 5.56 26.26 72.94 15.00 

196 MET^eE; 7.08 25,68 71.98 15.00 

196 MET C 3.97 21.45 74.27 15.00 

196 MET O 3.31 21 .IS 75.28 15.00 

197 ALA N 4.97 20.70 73 .81 15.00 
197 ALA CA 5.38 19.48 74.52 15.00 
197 ALA CB 6.32 18.63 73; 67 15.00 
197 ALA C 6. 01 19.71 75 .90 15 . 00 

197 ALA O 6.93 20.50 76.02 15.00 

198 ARG N 5.56 19.01 76.94 15.00 
198 ARG CA 6.13 19.21 78.27 3:5.00 
198 ARG CB 5.05 19. 61 79.26 15.00 
198 ARG CG 5.46 19.52 80.76 15.00 

20.21 81; 65 15.00 

19^48 81.76 15 .00 

18.51 82 .64 15.00 

18.18 83.47 15.00 

17 . 95 82 .78 15 1 00 

;;-17;.:93:: 7,8;.;72; 15.00 

16.88 78.82 15.00 
18.02 78.90 15.00 

16.89 79.34 15.00 
15.93 80.33 15.00 
16.47 81.77 15,00 
16.83 82.31 15.00 
16.55 82.38 15.00 
16.12 78.28 15.00 
15.17 78.61 15.00 
16:62 77.05 15.00 
16.06 75.94 15.00 
16.23 74.61 15.00 
15 .14 74.28 15.00 
15.29 74.99 15.00 
15.00 74.07 15.00 

13.60 73.43 15.00 
16.86 75.92 15.00 

17.61 74.99 15.00 
16.70 76.99 .15.00 
17.41 77.22 15.00 





ARG 


CD 


Wis 


/ 1?8 


ARG 


j ;; NE|l 


3.20 


198 


ARG 




3.00 


198 


ARG 


NH1 


3.99 




ARG 


NH2 


1.80 


198 


ARG 


C 


6.82 


198 


ARG 




6.19 


199 




8.13 


199 


ASN 




8.99 


199 


ASN 




8.28 




ASN 




8.26 


199 


ASN 




7;22 


;199 


.;A^i:ND2j::. 


9.45 


199 


ASN 




9.79 


1l99^ 


ASN 


0 


10.49 


200 


LYS 


N ,: 


9 .77 


200 


!LYS| 




10.56 


200 


LYS: 


;CB^;. 


9.83 


200 


LYS 


i#t ;: , ' 


8.82 


200 


LYS 


CD- '•• 


7.48 


200 


LYS 




6.27 


200 


LYS 


N2 


6.29 


200 


LYS 


c ' 


, : ^l:j87:' 


200 


LYS 




12.15 


201 


ASN 




;: ''v : i2:;6-4V; 


201 


ASN 


CA":\:/ 


U3.91 
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*Ui ASN Co 


15 • 14 


Z U 1 AoN CO 


15 . 48 


2 U X AoN UD1 


.15y.3:3;; 


Ofi-1- "Kcnict XTT^"5 • 
/Ux ASN ND2 


15 . 91 


201 ASN C 


i':0 ".•:A 'i: 
13- .V 9;l:j 


201 ASN G 


14.74 


O AO' Jk : 01kl • XT 

2U2 ASN N 


• AA' 

13 .02 


2 02 ASN CA 


12 . 87 


aUZ ASN Lb 


1J| . 9 o 


202 ASN CV7 


• 13 ♦ DO 


Ofto ke^kir /vr\i 
202 ASN UJJl 


12 •> 53 


4Vl^ ASN ND2 


14 . O J 


• AO ': ' ji CM ' 

/yz ASN C 


12 .73 


202 ASN; Q 


13 .48 


•• A AO.. T- H y%!t--. 

203 ALA N 


11 .66 


2 0 j - ALA :• it . v • ' 


• A^ 

; 11. 06 


;:;;2v.Ji AtA : GA 


11 . 34 ; 


;20 3 ALA GB 


10.03 


^/io lit * A 

2;vJ ALA C 


11 .16 


zOj AliA O 


10 .25 


204 CYS N 


11. S 8 


204 GiS GA 


12 . 00 


204 CYS C 


12.56 


204 GYS O 


12.50 


204 CYS CB 


10.64 


2^4 CTS SG 


id .05 


205 GLY N 


13 .03 


205 GLY GA 


13 .63 


205 GLY G 


12 . 69 




13 .03 


206 ILE N 


fl.50 


2C>6 ILE GA 


10i47 


o n ic Tt P AD 
205 ILE CB 


9.30 


Trtr tt-t? 

20o ILE CG2 


9 ;78 


*) A ^ TT W 4 

2 0 0 ILE GG1 


8 .15 


*}f\C TT t» Af\1 

20 b ILE GDI 


7.20 


A A r. TT O 

2O0 ILE C 


10 .95 


206 ILE: Q 


10.50 




. 11 .85 




12.32 




12.30 




13.68 


207! A^ O 


14.20 



TABLE X 

>i6y71 76.60 15.00 

i5, 43 77.29 15.00: 

14.36 76.70 15.00 

: - vi5;; 52 78.56 15 . 00 

18> 86 76.81 15.00 

19.28 76.01 15.00 

19.62 77.41 15.00 

21.05 77 . 17 15.00 
21,82 77.88 15.00 

23.27 78.07 15.00 
23;. 63 78.38 15.00 
24.12 11. 83 15.00 
21.47 75.69 15.00 

22.28 75.16 15.00 
21.00 75.05 15.00 

! 20.52 75.65 15.00 

21.22 73.64 15.00 

20.53 73.27 15.00 

22.72 73.38 15.00 

23.38 73.78 15.00 

23.21 72.42 15.00 

24.60 72.00 15.00 
25.58 73 .01 15.00 
26.79 72.81 15.00 

25.06 71.56 15.00 
24.34 69.96 15.00 
25.04 74.13 15.00 
25.86 75.14 15.00 

26.61 76.01 15.00 
27; 59 76.63 15.00 
26.08 76.12 15.00 
26.69 76.92 15.00 
25.69 77.08 15.00 

24.44 77.78 15.00 

26.33 77.87 15.00 
27.12 77.00 15.00 

27.11 78.33 15.00 

28.12 78.86 15 . 00 

26.34 78.95 15.00 
26.67 80.30 15. 00 

25.45 81.18 15;; 00 

27.35 80.43 15.00 

27. 46 81.56 15.00 
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: ,•' TABLE* ' . ■ 



208 ASN N 

20 ft A<5M PA 


14 21 

It Ci 

: . *3 - P:l ; 


9*7 pi 
a / .04 

28. 52 


/y .ji 
79>26 


15. 00 
15.00 


208 ASN CB 




9 o ; > ia :> 


77.88 


15. 00 


2 0 8 ASN CG 




2/ .01 


: 77- 5 9 


15.00 


208 ASN ODl 


16.26 


: 25:96 


78.00 


15:qo 


208 : ASN ND2 


17 Qf. \ 


2 /.OA: 


/o. 88 


15\ 66 


2bfl : A<?KT P 


: -l :C.; 0-7 . 


30 ,02 


79.55 


15.00 




lO . J / 


30 .73 


79 .73 


15.00 


20Q TiTPTT W 


i*.ib 


30 .55 


79. 48 


•15.00 


209 t.ph ra 
209 LET! cH 


.XJ..17 / 


31. 98 

J 2 ;79 


79.73 
78 .43 


15-66 

15:00 


209 LEU iPfi 


■ i a it ■ 


34.26 


78 .52 ' 


15. QO 


209 LEU GDI 




l/l on 


78.78 


15 .00 


209 LEU CD2 


'■■■■•14 • 19 

; X ii • XZ 


JJ • Uo 


77 . 23 


15.00 


209 LEU P 


xz • /x 


j2 . 35 


80 J 51 


15. 00 


209 TiPTT ri 


±2 . 1 j 


33>44 


80^31 


15.00 


210 AT. A 1ST 


1 *7 
1Z . J / 


"3:1' 

31.55 


81 .52 


15.00L 






30.67 


81. 51 


15.00 


510 A T A PA : . . 


11 .14 


31.81 


82.27 


15.00 


^lu ALA to 


10.61 


30.53 


82 .92 


15 , 00 


210 ALA C 


11 via 


J2.ol 


83 .41 


15 .00 


210 AT.A VV 


12.41 


32 .78 


84.11 


15.00 




10 .44 


33 .74 


83,58 


15.00 


211. ' Q17P PA : 


10.44 


34 .68 


84.69 


15.00 


211 ?PP ppl 

«A1 OLA 


11 .25 


35.95 


84.38 


15.00 


21 1 QPP YV2 


10 . 66 


36.74 


83.37 


15.00 


211 <5PP P 


o.97 


35 . 02 


85 .03 


15.00 


211 <?PP A 


o . 07 


34 .77 


84 . 22 


15.00 


212 PHP M : 


o .74 


35. 50 


86.25 


15.00 


212 pwp pa 


■ ;.• / . 44 


35 .96 


86,75 


15. 00 


212 PWP : Pn 


o. 68 


34. 87 


87.53 


15.00 


212 PWP pri 


7 . 43 


34.30 


88.72 


15.00 


212 PHE mi 


q • J4 


33.31 


88.54 


15.00 


212 PHP pr>2 

-I**" fynCf vl/Z 


'"■-■■"7 O 

/ • 26 


34.79 


90 .01 


15.00 


212 PHP PP1 


y . 08 


32>83 


89.64 


15,00 


212 PHP PP9 


0 Art 
o . 00 


34 .30 


91.08 


15.00 


2 1 9 PHP P«7 


8 . 90 


33. 33 


90.90 


15.00 


212 phe r 


/. bb 


37 .23 


87 . 63 


15.00 


212 PHE 0 


8.64 


37.35 


88.34 


15.00 


213 PRO N 


6.79 ,; 


38.23 


87,46 


15.00 


213 PRO CD 


^.64 


38.27 


86.55 


15. 00 


213 PRO CA 


6.88 


39.49 


88 .23 


15.00 


213 PRO CB 


6.03 


40 .48 


87.41 


15 ; 00 
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213 PRO CG 


••.•• : j' : 4|.;96:. 


39,59 


213 PRO e 


• ; |#^fb;f 


39.32 


213 PRO 0 




38.68 


214 LYS N 




39.82 


214 LYS CA 


6.40 


39.71 


214 LYS GB 


7.46 




214 LYS CG 


^8vj3lJ. ; ' 


38.28 


214 LYS CD 


8.81 


37.72 


214 LYS CE 


9,63 


' 38.73 


214 LYS NZ 


10.60 


39.41 


214 LYS C 


5,57 


40.96 


' 214 LYS 0 


■ 5 .99 


42i07 


215 MEjT - N V' " 




40.78 


215 MET CA 


3.47 


' 41^93 


215 MET CB v 


; / 't^iit: 


41.74 


215 MET CG 


1.57 


43.0 8? 


215 MET SD 


\ mm/: 


43>10 


215 MET CE 


-1.09 


: 43.67 


215 MET C 


3.31 


42,16 


215 MET OT1 


. 3 .48 ' 


41.21 


215 MET OT2 


3 .17 


43.33 


216 HOH OH2 


8.87 


46-84 


217 HOH OH2 


-2.18 


37,97 


218 HOH OH2 


1.71 


36,04 


219 HOH OH2 


" 9.44 


52.65 


220 HOH OH2 


' 0.80 


56.90 


221 HOH OH2 


-2.51 


36.41 


222 HOH OH2 


17,40 


43.23 


223 HOH OH2 


-1.57 . 


512.44 


224 HOH OH2 


•Vl2*41; : :;' 


35v9i 


225 HOH OH2 


11.65 


62.93 


226 HOH 0H2 


11.38 


48.93 


227 HOH OH2 


. :>s^obv/:: 


12.95 


228 HOH OH2 




15.66 


229 HOH OH2 


-9.01 


32.96 


230 HOH OH2 


14 . 02 


19.79 


231 HOH OH2 


18.09 


36.59 


232 HOH OH2 


-0:-22'-:' 


37,62 


233 HOH OH2 


- 3.45 


36.52 


234 HOH OR? 


13.53 


38.17 


235 HOH OH? 


-15.93 


48.59 


236 HOH OH2 


-5.38 


44.85 


237 HOH OH2 


-7.89 


45.15 




87 . 00 15.00 

89.66 ;iS:lD:p;.; 

89 J^B- X5^0<lf 

' 90.67 ' ' . 15.00 

92.01 15.00 
; 93.11 ' 15 . 00 

92.90 15.00 

94.19 .;.l'5^b'.'- : 

. ; 94 . 95 15.00 - 

94.05 15.00 

92.27 15.00 

91.94 ' 15 .00 

92.72 15.00 

92.99 15.00 

92.32 15 .00 ■. 

91. 85 15, 00 •• 
90.56 " 15.00 y: 
91.53 15.00 
94.50 15.00 
95.29 15.00 
94.89 " 15.00 ;■ 
97 ,48 ■ ■ 15 . 00 • - 

' 73.56 ■ • 15.00 

75.21 ■ 15,00 , ■ 

61.91 15.00 , 
67.17 15.00 

82 .35 15.00 

83 . 47 15 .00 • 

64.46 15.00 

80.62 15.00 

58.36 15,00 
74.41 ' 15 . 00 
78,69 15; 00 
86.17 15.00 
72.96 15.00 
82.02 15.00 

88.86 15.00 
76.69 15.00 ■•. 
73.19 ' 15.00 
80.00 15.00 

69.63 15.00 
97.00 15.00 
89.13 15.00 
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TABLE X 



23 ft wow nw9 


A • ; J 


19 .39 


65.70 


is .00 


9 ^ Q: : maw noo . 
-&z>27 nun un^c 


/ . 4 J 


■ ■ V" A ^ '/'.- 'it c.- ■ 

•;2x; :v .6$: - 


71.07 


15.00 


9Afi wnw nw9 
**u. awn unA 


* - Mi 


.. 16 .;4 X 




15.00 


241 HOH OH2 
a -^b x nun wxi4b - 




,.;;:a.O;;i ; :27$7:" 


59 i 82 


15.00 


242 HOH OH2 




• .X46P;..:p«: : .-. 


; 72 .89 


15.00 


941 WOM OH? 

j nun -unA : 




,.::;44:>..€f5 : : ; 


#;65v86:: 


15; 00 


244 HOH OH2 


0 80 

• v/ # gu , 


.. Z>p . D 27 


:00 .28; 


15.00 


245 HOH OH2 


-•-9^57.- 


•; ; J:0.:v:OD: 


: 'QC C -J •• 

95 . 54 


15.00 


5 4 6 HOH OH2 


-1 06 


. OZ.p/ 


83 .93 


15.00 


247 HOH OH2 


7 72 


fi9 hoi 

DA • U27 


• 'CO • 61 

69 .81 


15.00 


24 ft WOW nW9 

■ *VO. JlWJl. ; Un*6 


A b e; . 

4 * 7 J 


Cf\ be : 
oU.85 


80/90 


15.00 


24 9 HOH OW9 


1 4 CI 

l v .231 


; p U • 27 A 


83 .13 


15; 00 


250 HOH OH2 


.1 ' CA: • 
JLitJU 


;AO • 4 ; : 


:;:;,:63:.3:J--;: 


15.00 


251 HOH OH2 


1 5 T9 


99 li : 
AA • JA . 


71.31 


15.00 


252 WOW OW9 


- 1 n n 
~ X . uu 


X4 . /X 


55.75 


15 .00 


9 C t Wnil AUO 

A 3 j nUn Utu 


P • /•/■:. 


18 .87 


84 .05 


15;00 


254 HOH OH9 
:«jt nun vn^ 


-Q CC 


>o bo 

JZ.OO 


79 .27 


15.00 


2 5 5 HOH nW9 
«y w nun unz 


— 9 T9 


J4 . AO 


69 .09 


15.00 


25fi HOH OW9 
nun unz 


"11. li 


J A •20.. 


64 .94 


15.00 


257 wnw nW9 
J ' nun un^b 


— ^ fth 

.■J...OV 


4 P • 127 


72 .07 


15.00 


2^ft Wnw nW9 

4 JO: nyn . un^ 




^ a ^ c 


6^.10 .. 


15.00 


2 *vQ WOW OU9 
z o 27 . nun KJrlz. 


1 ill 

: 1.41 


il C •-•7'7 •• 

o4:p>;i7.i7 • .. 


63v08 


15.00 


260 HOH OH2 


'it 1 Q 

"f«:lO'. : 


T7 :- A : :iU' 
J / .41 


80 . 05 


15 .00 


26 1 HOH OH2 


7 19 

/- . 1A 


o j . 1J 


81 ; 53 


15.00 


962 wnw nw9 
a o ^ . nun unz 


27 . I t) 




79.58 


15.00 


26t how rvin 
'•uj nun : uxiz 


ft AT 


' : : ''C*7 >|:'0 -' 


83 . 56 


15.00 


264 wnw nw9 


9 9 nC 
zz ,UO 


4v - 25 


80.24 


15.00 


265 HOH OW9 

. *- w mJ : uw£l UHa 


9 0 CC 


. A / . o4 


■ flic' ,; i ni ■ 

95 .17 


15.00 


96fi wnw Auo 
f oo nun Unz 


i *7 n o 

X 1 • U 27 


; 49-08 


84 .72 


15,00 


267 HOW nW9 
& w f nun unz 


1 9 : nk 
1Z . uo 


54 . A5 


A -A ' ft *\ : 

84 . 82 


15.00 


26ft wnw nw9 
^ o o nun unz .• 


Q OT 

27 . 27 J 


50.78 


92 . 92 


15.00 


26°, wOw nw9 
*uj nun unz 


X J • 327 


41.5.0; 


91.19 


15.00 


270 how nw9 

i \j nun unz 


XX •Xo 


427 .6 4 


64 . 47 


is. 00 


271 HOW iiiW9 
*» / x nun . unz 


19 1 A 
1Z .14 


• : 55 . /I .• 


75.81 


15- 00 


272 HOH OH2 


Q A7 

27 .. V :/ 


'9"'<t" "i-"?-- • 
A O . ZV;/ 


66.15 


15. 00 


273 HOH 0H2 


24.27 


24.31 


64.11 


15.00 


274 HOH 0H2 


18.35 


21,16 


79.19 


15.00 


275 HOH 0H2 


20.62 


28.49 


61 .87 


15.00 


276 HOH 0H2 


13.58 


15.19 


72.83: 


15.00 


277 HOH 0H2 


9.33 


19.74 


77.14 


15.00 
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Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 3 (S) -3- 
[ (N-benzyloxycarbonyl) -L-leucinylJamino-5-methyl-l- (1-propoxy) - 

2-hexanone. 



Atom 1 


Atom 2 


Atom 3 


Angle 


Atom 1 


Atom 2 


Atom 3 


Angle 


2420H2 


25C1 


180D1 


69.66 


2420H2 


25Gi 


18ND2 


48.33 


2420H2 


25C1 


1840 


82.25 


242QH2 


25G1 


18CX3 


62 . 66 


2420H2 


25G1 


184C 


92; 20 


^8001 




184CA 


78.01 


180D1 


25C1 


18ND2 


C:'33v84 


, 180D1 




1840 


82.68 


180D1 


25C1 


184CD1 


97,ii 




25G1 


18CG 


16.91 


180D1 


25C1 


184 G 


73.04 


J80JD1 


25C1 




60.56 


184CB 


25C1 


184CA 


23.31 


184CB 


25G1 


18ND2 


93.14 


184CB 


25C1 


1840 


42.27 


184CB 


25G1 


184CG 


22.32 


184CB 


25C1 


184CD1 


38 .40 


184CB 


2$C1 


18CG 


92.58 


184CB 


25C1 


184C 


36.61 


184CB ; 


25G1 


1 84CD2 


32,79 


184CB 


25C1 


184NE1 


49.18 


184CA 


25G1 


18ND2 


72>65 


184CA 


25C1 


1840 


35.91 


184CA 


v 25ci; 


184CG : 


38.24 


184CA 


25C1 


184CD1 


44.79 


184CA 


25C1 


18CG 


69.61 


184CA 


25C1 


184C 


21.48 


184GA 


25C1 


184CD2 


52.43 


184CA 


25C1 


184NE1 


58.86 


18ND2 


25C1 


1840 


58.28 


18ND2 


25C1 


18G6 


18.49 


18ND2 


25C1 


184C 


56.82 


18ND2 


25C1 


200 


92.88 


1840 


25G1 


184CG 


64.55 


1840 


25C1 


184CD1 


78.02 


1840 


25C1 


18GG 


67.10 


1840 


25C1 


184C 


17.17! 


1840 


25C1 : 


184CD2 


73 .76 


1840 


25C1 


184ME1 


90.68 


184CG 


25C1 


184CD1 


19.59 


184CG 


25C1 


184C 


56.91 ' 


18-iCG 


25C1 


184CD2 


15.07 


184CG 


25C1 


184NE1 


27.32 


184CP1 


25C1 


18CG 


99.42 


184CD1 


25C1 


184 c 


66.13 


184GD1 


: 25C1 • 


184CD2 


27.32 


184CD1 


25C1 


184NE1 


14.36 


184CD1 


25C1 


200 


86.22 


18CG 


25C1 


184C 


59.85 


18CG 


25C1 


20O 


77.46 


184C 


25C1 


184CD2 


69.30 


184C 


25C1 


184NE1 


80.01 


184CD2 


25C1 


184NE1 


26.78 


184NE1 


25C1 


20O 


80.98 


180D1 


25C2 


184CA 


93 . 13 


180D1 


2502 


18CG 


18.16 


180D1 


25C2 


20N 


42.62 


180D1 


2502 


18ND2 


35.44 


180D1 


25C2 


2420H2 


68.83 


180D1 


25C2 


20O 


79.33 


180D1 


25C2 


1830 


73.73 


180D1 


25C2 


184C 


80.63 


180D1 


25C2 


19CG 


85.64 


180D1 


25C2 


20CA 


45.72 


180D1 


25C2 


19N 


47.90 


180D1 


25C2 


1840 


85.52 


180D1 


25C2 


20C 


65.28 


180D1 


25C2 


184N 


90.71 


180D1 


25G2 


19C 


49.49 


180D1 


25C2 


18CB 


22.83 
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180D1 25C2 1836 
180D1 25C2 18C 
' :i!84CDl 25G2 184CA 
184CD1 25G2 184CG: 
; i84CDl 25C2 184G 
184CD1 25C2 19N 

184CD1 25C2 184NE1 
184GD1 . 25C2 183C 
184CD1 25C2 18G 

184CD1 ' 25C2 • : • : \l$G/tD 
184CA 25C2 18ND2 

184CA 25C2 184CG 

184GA 25G2 184C 
184CA 25C2 19N 

184CA 25C2 184NE1 
184GA 25C2 18CB 
184CA 25C2 18CA 

184CA 25C2 184CD2 
18CG 25C2 20N 

18CG 25C2 184GB 
18GG 25C2 206 

18CG 25C2 184G 
18CG 25C2 20CA 

18CG 25C2 1840 

18CG 25C2 184N 
18CG 25C2 18GB 
18GG 25C2 18CA 
18CG 25C2 19CA 
20N 25C2 200 
20N 25C2 19CG 
20N 25C2 19N1 
20N 25C2 19G 

20N 25C2 183C 
20N 25C2 18G 

18ND2 25C2 184CB 

18ND2 25C2 1830 
18ND2 25C2 20CA 

18ND2 25C2 1840 

18ND2 25C2 184N 
18ND2 25C2 18CB 
18ND2 25C2 18CA 
18ND2 25G2 19GA 

184GB 25C2 1830 
184CB 25C2 19CG 



. ■ I ADLC A1:: :. 

82 .;72 • : i i8bDl 


ZD\-Z 


lpCA 


34. 96 




dBODl 




19CA 


54. 26 


49.90 






lo4CB 


40.27 


20.32 






Ip JO 


55.01 


70.22 


■; : :.184CT1, 


^ jv/ 




61.53 


: 85.18 


^ : ;i84GDi; 




lp4Q 


78.11 


15. 62 


? 184CD1 




±o4N 


44.48 


47.20 


;l*84Cpi 




loCA 


94.36 


95.90 


184CD1 




104CD2 


23.77 


87. 00 


184CA 




18CG : 


78.59 


76 .16 


184CA 




184CB 


: 23 .25 


39.72 


184CA 




loJQ 


40.92 


20.77 


184CA 


ZdsjZ 


19GG 


86.38 


76.16 


184CA 




1840 


33.215 


65.31 


184CA 


: : : : 25G2 •• 


184N; 


13.46 


70.34 


184CA 


••;25C2: : , 


183 G: 


28.93 


61.99 


184CA ' 


25G2 


• 18G ; 


75. 30 


51.97 


184CA 


25C2 


19CA 


89.58 


59.81 


18CG 


25C2 


18ND2 


20 .07 


99.39 


18GG 




2420H2 


62.04 


97.48 


18GG 


zpC2 


1830 


69.32 


63.66 


18CG 


OEM 


19CG 


95.51 




:::4l8GG v \X 


2oC2 


19N 


54.69 


67 .41 


i^jsiG;.- }■ 


2oC2 


20G 


83y28 


79.10 


iecG 


^«>U2 


19C 


65 . 07 


12.54 


18CG 


o coo 
^DV-2 


io.JG 


75. 08 


30.58 


18GG 


25C2 


18.C 


39. 48 


65.54 


2 ON 


ZoCZ 


18ND2 


78 .04 


42 . 02 


2 ON 


O COO 


1830 


74. 98 


52.80 


2 ON 


Zp|u2 


2 OCA 


19 i 88 


3 : 7 : .:7i:>: 


2 ON 


25G2 


20G 


32.71 


11.44 


2 ON 


25C2 


18GB 


58 .04 


87.83 


2on v;. 


25C2 


18CA 


55.70 


*9yl3l \ 




25C2 


19GA 


i8.06 


92,26 


18ND2 


25C2 


2420H2 


45.09 


80.83 


18ND2 


25C2 


i84C 


57:03 


77.75 


18ND2 


25C2 


19N 


73 . 94 


55; 05 


18ND2 


25C2 


20G 


96.02 


81.33 


18ND2 


25C2 


19C 


84 . 52 


29C4B 


18ND2; 


25C2 


183C 


82.74 




: 18Nl2 : :; :: ; : 


25G2 


18G 


58.80 


85v56 


184CB 


25G2 ' 


184GG 


22 .40 


59.35 


ll4GB s ; 


25C2 


184C 


36.03 


94.64 


184CB 


25C2 


19N 


96.61 
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TABLE XI 








184GB 


2502 


1840 


38.77 


184CB 


';. v «'y.Vf*: 


1 ftAMPT 




184GB 


2502 


l|4N 


31.46 


; i"ll8;4C^f: 


• : ;||il2:; 


18CB 


92.63 


1840* 


•1:2-5C2:. 


■ -i : ^3 G : : ; 


46.49 






1 Op » 




IiB4GB 


25Gi 




97.95 


;: ;-l;84#i;- 


■ 






2420H2 


2502 


184C 


81; 46 


2420H2 






... 87 .88 


2420H2 


2502 


1840 


68; 50 


2420H2 


25P° 




Ub. 83 


2420H2 


25C2 


18CB 




2420H2 






91.46 


184CG 


25C2 


1836 


61.89 








57.17 


184CG 
184CG 


2502 
2SG2 


^'•••:19'GG? :; 
1840 


81.07 

f : -6i : di4v 


184CG 
184CG 






97.59 


184CG 


25C2 


184N 


40 .66 


18403 " 






50 . 54 


184GG 


25G2 


18CA 


9?Jl2 


' 184CG 




X04UUZ 


12 . 85 


2bo 


25C2 


19CG 


59.165 








o3 . 80 


20O 


25Ci2 


19N 


73. i3 


200 






98. 68 


20G 


25G2 


;•• 20G 


15.00 


206 






44. 20 


200 


25C2 




I' 98 . 94 


2pO 




1 oCA 


97.51 


206 


25C2 


. X8G 


80;19 


206 






*- 

58.60 


1836 


25G2 


1840 




1830 






50 .15 


1830 


25Ci2 


2 OCA 


94.61 


1830 ••• 






^ A A 

37 ♦44 


1836 


25G2 


1846 


68.46 


:1830 




154NE1 


67 >20 


1830 


25C2 




28,51 


\i83b;f; .■ 




19 G 


66^39 


1836 


2502 


18gb 


56.86 


i830: 




lo JG 


"t r, A- ft'^r-- 

12 . 86 


1830 


25C2 


18GA 


39.61 


■: ; 1836 : '.v 


.;,;4>eZ;. 


loC 


42 . 74 


1830 


2502 


1840D2 


73.55 


1830 




19CA 


48. 97 


1840 


25C2 




79 .88 


184jG:f': : \ : 




*l' :: 0 

1840 


16 .37 


1846 


25G2 




85.33 


i84e 


'• : -*i : c : >^o' " 


184N 


31.43 


1840 


25C2 


1 8PR 


58.56 


1840 '■• 


.-■Z5.G2:;- 


183C 


43.26 


184G 


2SC2 


18GA 


56.66 


1840^:^ 


2pSZ4 : 


18 C 


73 .56 


1840 


25C2 


184GD2 


67.95 


184C 




19CA 


ap • 
95.56 


19CG 


25G2 


20GA 


68.54 


: 19CG 






ii i a A -. 
41.00 


19CG 


25C2 


184NE1 


59,71 


'^l^GG".;.' 




20G 


65.93 


19CG 


25C2 


184N 


72 .99 


19CG ' 




19 C 


41.61 


19CG : 


2502 


1 Pirn 


•; 85.55 


19CG 


25G2 


183C 


58.81 


19CG 


25G2 




69 .73 


19CG 


25G2 


180 


56.16 


19GG 






84.49 


19CG 


25C2 


190A 


31.40 


20CA 






57.18 


20CA 


25C2 


20C 


19.60 


20CA 


25C2 


19G 

a. ^ v» 


30.27 


20CA 




18CB 


66.65 


20CA 


25G2 


18CA 


70.02 


20CA 


25C2 


18C 


55.87 


20CA 


25C2 


19CA 


47.75 


, 


25C2 


1840 


94.75 


19N 


25C2 


184NE1 


91 . 69 




--2502, ■; 


2jO0 


69.08 


1$N 


25C2 


184N 


65.26 


19N 


25C2 - 


19C 


30.47 


19N 


25C2 


18CB 


44.60 




2502 


183C 


50.23 


19N 


25G2 


18CA 


30.19 


19N 


25C2 




15.21 


19N 


25C2 


19CA 


16.11 


1840 


25C2 


184NE1 


91.68 
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1840 


25C2 






1840 


25C2 


:;: 18GB •' 


65.91 


1840 


25C2 




59.15 


1840 


25C2 


>; ; ::18ca. • 


68.65 




25C2 


18C 


86.43 


:v::l»iO;--'; ; . 


: -'25G2;; : 


184CD2 


69.23 


184NE1 


25C2 


184N 


60.01 


184NE1 


25C2 


• 183 c 


61.27 


184NE1 


25C2 


184CD2 


,-.;::i6jli- 


; 184NE1 


25C2 




89 .32 


20C 


25G2 


19C 


;3:8>;7*; 


2bje> ; . • 


25C2 




86.12 


20C 


25C2 


18CA 




- i: vi^G;;; H ;' : 


25C2 


18C • 


71.80 


20C 


25C2 


19CA 


55 .73 


184N 






94 .86 


184N 


25C2 


18CB 


68.81 


■;;-i84N,' ; ; : ' : 


^;.;;25^2| 


183C 


15.92 






"•' *8CA 


56.71 


?18^N:; C :• 


25C2 


18C 


67.03 


;#84M\--' 


25C2 


1840)2 


53.50 


184N 


25C2 


:;;; ; ;:i:9GA;:-'..'. 


77.48 


ISC 


25C2 




^60::.-7# 


v vi9G'; : ;-; 


;'^5G2v 


183C 


79.19 


i9c 


25C2 


18CA 


54. 22;: 




■• -25G2;;: 


rjiBG .;, . 


36.38 




25C2 


19CA 




i8cb ■ 


25C2 


1830 


63.21 


18CB 


25C2 


18CA 


/18^:i3V 


18GB 


25G2 


18C 


29.64 


18CB 


25C2 


' 19CA 


;;- : :57:;t42f 


18 3C 


25C2 


18CA 


47.76 


183C 


25C2 






183C - 


25C2 


184CD2 


62. 80 


183C 


25C2 


19CA 


V^6l'v : 67:L 


18CA 


25G2 


18C 


17.97 


18CA 


25C2 


19CA 


•'• .4 : 5.^4b;;; 


lac ; ■■' 


: : : ;^5C?:;; : 


19CA 


28.26 


200 


25C3 


19CG 


•"''7.7;C:7-0rv; 




:;2 ; 5G3 ! '; : 


2 ON 


48 .86 


200 


25C3 


■ ■ 'Maoi;^ 


V : 82 : S4l|' ; 


■'. 200 


••2;5C%: 


20C 


15.02 


200 


25C3 


2 OCA 


■ 36.52 


200 


• : ^Sc;3j;.: 


19CD 


82.71 


200 


25C3 


■'• 19C - 


: ;-49:v ; 69> ' 


200 


25C3 


19N 


81.60 


200 


25C3 


19 GB 


: ; : ;69;v52 :; ;' : 


200 


::i|2;5C%.! 


18CG 


93.56 


200 


25C3 


1$GE1 




200 


25C3 


19CA 


66.55 


184CD1 


25C3 


■ 19CG 


70.95 


184GD1 


25C3 


184NE1 


20.32 


184CD1 


25C3 


184CG 


17. 18 


184CD1 


25C3 


19CD 


63.15 


184CD1 


25C3 


■: : >19n;; : :: '% 


84.37 


184001 




184GA 


41.74 


184CD1 


25C3 




;:-5i:. : |#:-: 


184CD1 


25G3 


19GB 


82.21 


184CD1 


25C3 


184CB 


;;33^o;5/:; 


184CD1 


25C3 


18CG 


99.94 


184CD1 


25C3 


■ : 'g9jDK : 5> 


48v60 


184CD1 


; ; '2:5<:3;; : ; : 


19GA 


92.55 


184CD1 


25C3 


i84^E2 


2 4 - 4 6 


19GG 


; : ;25G3::.. : 


20N 


60.87 


19CG 


25C3 


180D1 


86,79 


19CG 


•ji;5G|- : ' : 


20G 


80.83 


19CG 


25C3 


184NE1 




19CG 


25C3 


2 OCA 


78.71 


19CG 


25C3 


184CG 


86.74 


.V19CG; 


2 5C3 ; 


19CD 


19.15 


19 CG 


25C3 


19C ■ 


46.56 


19CG 


25C3 


19N 


42.15 


19CG 


25C3 


184CA 


83.50 


19CG 


25C3 


1830 


50.42 


19CG 


25C3 


19GB 


14.34 


19GG 


25C3 


184CB 


93.55 


19CG 


25C3 


. 18CG 


J90.O3 


19CG 


25C3 


190E1 


29.89 


19CG 


25C3 


19CA 


32.74 


19CG 


25C3 


184CE2 


83.95 


2 ON 


25C3 


180D1 


;?;40>95;; ; . 


2 ON 


25C3 


20C 


38.02 


20N 


25C3 


2 OCA 


: ;:2-i>i5tV 


20K 


2503 


. 19CD 


78.19 


2 ON 


25G3 


19C 


14.72 : 


2 ON 


25C3 


19N 


36.90 


2 ON 


25C3 


184CA 


98.63 


20N 


25C3 


1830 


71.83 
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20N 


25C3 


; 19CB 


• 46.57 


^■'ISOMy;.* • 


25G3 


18CG 


51.19 


20N 


;, 25C3 


190E1 


90075 


20N 


25C3 


'' 19CA 


:• 30.28 




25C3 


2420H2 


86.06 


18QD1 


25C3 


20G 


: 67.75 




25C3 


20CA 


' .'. 45 :89 


18001 


25C3 


^ :/l'9G, ; j' 


52.30 
70.04 


/,J : :;18bbl 


> 25C3 
25C3 


' 19N 


45.18 


180D1 


25C3 


184G& 


ifbpi 


1830 


62 .55 


180D1 


25C3 


?'-'-^i|l(GBP^ 


74.34 


isodi 


;: ; ;25G3 : 


184CB 


86.92 


i80Dl 


^5C3 


18CG 


11.19 


180D1 


25G3 


. . 19CA 


. 55.77 


i8bbi 


25C3 


242CH2 


51.35 


20C 


25C3 


20GA 




^ ^OCf V 


.*:25C3 ; 




90.19 


20G 


25G3 


■ 19C 


43 .18 


::/ ; 26c V: 


25C3 




73.89 




25C3 


19CB 


69/80 


20C 


*"2;sc3: 


; : ; :.V;J8CG ; v^ 


78.83 


,^2pc:''s; 


25C3 


19CA 


61 .77 




25G3 


2420H2 


89; 06 


184NE1 


25C3 


184CG 


32 .04 


184NE1 


'' ; ^ 2; 5G3:.:;' 


j ; ;) : i9Gp^ 


■56.99 


184NE1 


25C3 


19N 


96.67 


184NE1 


■■;;;25G3'- : 


19CB 


61.92 


184NE1 


25C3 


1830 


67.54 


184NE1 


25C3 


84.48 


184NE1 


25C3 


184CB 


. j:5pyS$; 


184NE1 




' 190E1 


42.30 


184NE1 


25C3 


19GA 


V ; ;?9.:57- 


li84NEl . 


25C3 


184CE2 


13.16 


20CA ' 


25C3 


19CD 


93.68 


20CA 


25C3 


19G }[■/' 




/feiiicft;: ■ 


25C3 


19N 


57/68 




Rises' " 




91.89 


20CA :i 


25C3 


19CB 


64.99 


■:.i|()GA: : 


25C3 


18GG ; ; 


57.06 




25C3 


19CA 


■ : :50::,:|0) : :. 


20CA 


>25G3-:i 


v:24:2QH2v, ; 


76.89 
91.72 


184CG 


25C3 


19CD 


80v27 


:: 1846G/;-- 


: :25C3 : --; 


^•..lS*t ;: .'V 




25C3 


184CA 


34/06 


':^^|g: : ' : .; 


25C3 


1830 


■^5&i/45 : f : .: 




25C3 


19 GB 


'a6;^3t; 


^184 C& : V 


25C3 


184CB 






25C3 


18CG 


93:58 


184CG 


25G3 


190E1 


65.78 


184CG 


2503 


184CE2 


28.26 


184CG 


25C3 


2420H2 


94.95 


19CD 


25C3 


19C 


'^3-/5;o : - : 


19GD 


25C3 


19N 


60.85 




25C3 


184CA 


;^8$2bV. 


,: 19CD : 


25C3 


1830 


60.91 




25C3 


19CB 


32.82 


; >19<C!T>"- 


25C3 


184GB 


92.35 




25C3 


; 190E1 


14;. 96 


19CD 


25G3 




51.66 




25C3 


184CE2 


69.81 


19G -S. 


25C3 


19N 


31.91 


19C 


2SC3 


1840V 


98.36 


19C , 


25G3 


1830 


' 66.62 


i9c 


25C3 


19GB 


32.43 


19G 


25C3 


18CG 


61.26 


19C 1 


25G3 


190E1 


76.35 


19C ' ■ " 


25C3 


■ 19CA : 


18.84 


19N : ' 


25C3 


184CA 


66.70 


19N 


25C3 


1830 


35.29 


19N 


25G3 


19GB 


31175 


19N 


25C3 


184CB 


85/03 
67 .i8 : 


19N 


25C3 


18CG 


47.94 


■ 19N 


25C3 ' 


190E1 


19N 


25C3 


19CA 


17.97 


19N 


25C3 


2420H2 


95/18 


184CA 


25C3 


1830 


35.33 


184CA 


25C3 


19GB 


86/05 


184CA .. 
184CA 


25C3 


184CB 


■ 19.26 


184CA 


25C3 


18CG 


59 . 77 


2SC3 


190E1 


78.16 


184CA 


25C3 


19CA 


83.25 


184CA 


25C3 


184GE2 


61 . 84 


184GA 


25C3 


2420H2 


75.15 


1830 


25C3 


19CB 


50.84 


1830 


25C3 


184CB 


51.32 


183d 


25C3 


18CG 


57 . 48 


1830 


25C3 


190E1 


57.08 



HA V 



WO 97/16177 



PCT/US96/17512 



TABLE XI 



1830 


25C3 


19CA 


49.31 


' 183q^ V ' 


25C3 


184CE2 


^•'.75^42: 


1830 


25C3 


2420H2 


96.01 


19CB 




184CB 


99.69 

44,22; 


;V''l ; 9C3B-- ; 


25C3 


18CG 


79.10 


19CB 


25C3 


190E1 


;\;,;:-i9GBV 


25C3 


19CA 


18.92 




* :: : 2l|3;: 


184CE2 


97.58 


184CB 


• 25C3 


18CG 


76.03 


184CB 




yOEl 


79v22 




25C3 


184CE2 


46.73 


184CB 




;''y2420^| 
2420H2 


■ :; : ^%05;.' 


18CG 


25C3 


19CA 


61.53 


18CG 


25C3 


47^27 
55.29 


190E1 


25C3 


19GA 


62,05 


190E1 


25C3 


134C5E2 


200 
200 


25C4 


20C 


10.43 


20© 


:,-25C4 ; 


20CA 


%2.30 
26.32 


25C4 


20N 


:■ 35.25 


■ : ?0O 


25C4 


^ A A 

: 200 


25C4 


19CD 


k 71 -57 


. 200 


25C4 


21NE2 


50.82 


•200 ■.: . 


25C4 


180D1 


•V : : 6i:--89:: 


; 184CD1 


y : :: : 25C4 ; 


184NE1 


:2b^i: 




25C4 


19CG 


57.56 


184CD1 


;.: 25C4 


;;;i : 84p# 


16.41 


184GD1 


2504 


184CE2 


28.68 


: 184CD1 


3-III8 


20N 


90.35 


184CD1 


25C4 


19CD 


54. 84 


184CD1 


t ; i?l§4| 


180D1 


81.65 


184CD1 


. 25C4 


184(3)2 


, 25.56 


V 184ME1 


y:25cfr 


19CG 


61.65 


184NE1 


25C4 


184CG 


29.79 


- : -:1|4nei; ; . 


' : y25jil:p 


184CE2 


15.87 


184NE1 


25C4 


19CD 


51.78 


184NE1 


• ; - :; 2i|^ 


184CD2 


25.93 


2 PC 


25C4 . 


19CG 


66.50 




■k2;l#l 


:20N 


31.03 
78.21 


20C 


•' ?5C4 


2 OCA 


17.90 


•'20C. ;: : : : :('- 




':;y ; |^s:y ; : ; 


;: x:/2bC.:.;.; 


25C4 


21NE2 


44.60 


;yip ::: yy 


.v>25c|| 


180D1 


53.90 


19CG 


25C4 


184CG 


72.66 


19CG 


25C4 


;" : ^$4CE2:: : - ;: 


y7:7;52.V 


19GG 


25C4 


2 ON 


46.19 


19CG 


: 


20CA 


■ 61,.9.4o 


19CG 


25C4 


19CP 


18.17 


19CG 


25C4 


yyffiibi):;- 


63.67 


19CG 


25G4 


184CD2 


82.38 


184CG 


^25C4,- 


; : 1|4ge^K; 


28.98 


184CG 


25C4 


2 ON 


98.65 


184CG 


25C4 


19CD 


71.23 
16.48 


184CG 


25C4 


18001 


82.35 


184CG 


25C4 


•vii4cl2- 


184GE2 


25C4 


19CD 


67.12 


184CE2 


;;'2iG4 ? y 


1#4CS52 


16. 42 


2 ON 


25C4 


2 OCA 


17.47 




25C4 


19CD 


63.14 


2 UN 


25C4 


21NE2 


68.18 


2<)N 


25C4 


ieoDil 


30.69 


2 OCA 


■ 25C4 


19CD 


77.50 


20CA 


25C4 


^J2jNE2v\ 


■■■ ; '5;0:;:79' •: 


^2 OCA 


25G4 


180D1 


36.03 


19CD 


25C4 


180D1 


8170 
71.09 


19CD 


25C4 


184CD2 


76.27 


21NE2 


; ; 25C4A 


180D1 

... 20o;; :; ;':; ; 


180D1 


25C4 


184CD2 


98.63 


184CD1 


25C5 


89.99 


184CD1 


25C5 


184NE1 


17.97 


184CD1 




\i84do>;J : 


17.29 


184CD1 


25C5 


184CE2 


27.88 


184CD1 


•isjiiyi 


2420H2 


99.26 


184CD1 


25C5 


184CD2 


27;37 


200 


25C5 


184NE1 


92 . 08 


200 


2SC5 


2420H2 


86.50 


20O 


25C5 


21NE2 


47.88 
16.62 


184NE1 


25C5 


184CG 


28.79 


184NE1 


25C5 


184CE2 


184NE1 


25C5 


184CD2 


27 . 40 


184CG 


25C5> 


184CE2 


28y30 


184CG 


25C5 


2420H2 


92.08 


184CG 


25C5 


184CD2 
21NE2 


17 . 13 


184CE2 


25C5 


184CD2 


16.84 


2420H2 


25C5 


65 . 12 


2420H2 


25C6 


184CB 


96.30 


2420H2 


25C6 


184CA 


83.88 


2420H2 


25C6 


180D1 


51.77 


2420H2 


25C6 


1840 


63.15 
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TABLE XI 








184GG 


25C6 


184CD1 


17.92 


184GG 


25C6 


V. 184GB;#/ : 


: ;: !\ :; ;l9 : ;..89' 


*84CG 


25C6 


184CD2 


■ >i7vil 


184CG 


, :25G6; 


. 184NE1 


27.45 


* : *84CG.' 


25C6 


184CA 


31.62 


^fjg4GG. : \. 


25C6 


i8bbi 


84 . 34 


;;: ^i*GG,:- : 


25C6 


1840 






25C6 


184CB 


33 .90 




25C6 


184CD2 


27.70 


;-;^4iEDl 


25C6 


184NE1 


16.02 


184CD1 


25C6 


184CA 


: 37:26 


184CD1 


25C6 


180D1 


76, 75 


184CD1 


25C6 


1840 


64.28 


184CB 


.: : ;2:5G : 6; : 


184CD2 


32.92 


184GB 


25C6 


184NE1 


46.79 


; ; |84GS: : ; 


25C6 


184CA 


18;, 16 


184CB 


25C6 


180D1: 


76.20 


184CB 


25C6 


■ 1840 


•33 .78 


184CD2 


25C6 


184NEi 


26.79 


184CD? 


25C6 




47 98 


184CD2 


25G6 


1840 


65.87 


' 184NE1 


:25G6 


184CA: 


53 . 03 


i84NEl 


25C6 


180D1 


88.79 


; :fl?4|ffii:: 


25C6 


1840 


79 21 


ld4CA 


25C6 


180D1 


58.04 


:|184CA 


: >25C6 


1840 - ; 


28.15 


180D1 


25C6 


1840 


61:50 


200 


25C7 


•?.;20C 


.4 .43 




25C7 


19CG 


''; ; >62|:i8i; 


200 


25C7 


19CD 


77 .38 


;';;2;op v.. 


25C7 


19NE2 


74.82 


200 


25C7 
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16.65 
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162GA 

162CA 

161C 

161C . 
23CA 
i 23CA 

• 230 
-". ; : 23e.;-;. : : 

162^ 

162N 
>;(: : ;:25N.: ; - ; 
19NE2 



162CE1 
1616 
: -p2#Sd; 
25SG 
23CA 
1610 
1610 
161C 
161CA 
184NE1 
184NE1 
184NE1 
184NE1 
184CZ2 
184CZ2 
184CZ2 
184CZ2 
184CE2 
184CE2 
184CE2 
190E1 
190E1 
190E1 
162ND1 
162ND1 
162ND1 
162CE1 
162CE1 

19CD 
184CD1 
25SG 



25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C20 
25G20 
2$G20 
25C20 
25C21 
25C22 
25C22 
25C22 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25C25 



163N 
162CB 
163N 
162CB 

23C 

19NE2 

25M 

25N .;■ 

163N ' 
162CB 
163N 
163N 
162CE1 
162GB 
161G 
230 
161C 
23C 
161C 
161CA 
161GA 
161CB 
184CE2 
162ND1 

19CD 
184CD1 
184GE2 
162ND1 

19CD 
184CH2 
162ND1 

19GD 
184CD1 
162ND1 

19CD 
184G01 
162CE1 
19NE2 
184GH2 
19NE2 
184CH2 
184CD1 
184CH2 
25N 



TABLE XI 
29.20 162CA 



17.00 
54.26 
41.75 
18.55 
45.62 
44.51 
40.60 
41.46 
28.25 
74.96 
96,25 
51 .59 
42.53 
1.07 
69.40 
71 .72 
18.34 
6.69 
34.90 
21.77 
20.42 
21.38 
68.83 
58.30 
9 . 07 
21.94 
64.71 
98.31 
9.57 
68.77 
79.25 
28.46 
58.04 
16.03 
47.21 
18. 14 
76.87 
69,90 
69.25 
65.20 
53.84 
58.50 
68 . 12 



161C 
161C 
23CA 
23CA 
230 
230 
23C 
162N 
25N 
25N 
19NE2 
163N 
1610 
25SG 
25SG 
23CA 
230 
1610 
1610 
161G 
184NE1 
184NE1 
184NE1 
184NE1 
184NE1 
184CZ2 
184CZ2 
184CZ2 
184CE2 
184CE2 
184CE2 
184CE2 
190E1 
190E1 
190E1 
162ND1 
162ND1 
162CE1 
162CE1 
19CD 
19NE2 
25SG 
25SG 



25C19 
25C19 
25G19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C19 
25C20 
25C20 
25C20 
25C20 
25C20 
25C22 
25C22 
25C22 
25N24 
25N24 
25N24 
25N24 
251124 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25N24 
25C25 
25G25 



162CE1 
162N i 
162CE1 

•• ; ;-2 : 3e>-: : : : 

: 25N . ' • 
23G 
19NE2 
:>-6;|9Ki2l- 
;:: : i:62feEl> 
19NE2 
i62CEl 
162GE1 
162CB 

: 23CA 
' 23C ' 
230 
23C 
161C 
161CB 
161CB 
184CZ2 
190E1 
162CE1 
19RE2 
184CH2 
190E1 
162CE1 
184GD1 
190E1 
162CE1 
19NE2 
184CH2 
162GE1 
19NE2 
184CH2 

19CD 
184CD1 

19CD 
184CD1 
19NE2 
184GD1 
25CB 
25GA 



53.97 
15:^7 
84> 02 
29.88 
•■ 55.13 
; ; 14,86 
58.93 
45.52 

36.78 
67.79 
59.92 
39.57 
71.78 
fp.86 ; 
68,41 
30.94 
14.77 
13 . 34 
44.27 
34.39 
42.68 
49.07 
51.55 
75.34 
51.38 
85.09 
■.■;57:v:67. 

50.33 
68:35 
55.33 
96.20 
30.12 
44.62 
29.68 
94.65 
72.35 
75.84 
60.33 
58.03 
17 .04 
70.73 
32.75 
46.11 
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TABLE XI 



25SG 


lr'25j22$ 


^9NE2 


91.26 


25SG 


'25025 


:I;:162ND1;: 


^0.45 


;^5SG : : : ' 


: :;25C25 




83>98 


. 25SG 


25C25 


26N 


50.26 




25C25 




39;24 


• :25SG;:i 


- C|5G25 


•' ; '' ; : ; 2|iil:::i 


75.91 


25SG 


25C25 




26.06 


•:..:25SG: : 


25C25 


190E1 


68.77 


25SG 


25C25 


162CA 


■*v52> : 77' 


25SG 


25C25 


162CE1 


48.87 


25SG 


25C25 


24GA 


93,64 


25SG 


25C25 


. 19CD 


79.92 


: : ": ; 25CB;: ; ;' 


25C25 


25N 


43 . 75 


25GB 


25C25 


25CA 


22.80 


■ 25GB 


25C25 




. 96.85 


25GB 


25G25 


19NE2 


58.71 


■^SGB?:, 


25C25 


162ND1 


52.80 


25GB 


25C25 


; : ':-24N:; : - 


79.85 


25CB 


25025 


: ;;26#: ; "; 


49.57 


25GB 


25C25 


< : -:'25cr :'■ 


32.45 


25CB 


25C25 


24G 


53.95 


25GB 


25C25 


: ;: 163l^ : it : ' : 


56.86 


25CB 


25C25 


190E1 


39.72 


25GB 


25C25 


■162GA>:; 


76.70 


25CB 


25025 


162CE1 


41.55 


25CB 


25C25 


24CA 


71.02 


25CB 


25C25 


::--i9ife ; 


48,30 


; 25N 


25C25 


230 


61.20 


25N 


25C25 


■■:25GA:':; : ' : 


22; S3 


25N 


25C25 


23C 


54.87 


25N 


25C25 


23CA 


71.33 


25N 


25C25 


19NE2 


46.58 


25N 


25C25 


162ND1 


94.33 




25C25 


;"241*f ; ,: : 


38.82 


25N 


25C25 


26N 


37; 62 


25N 


2SC25 


25C 


32.96 


2 5N . . 


25G25 


24C 


10.58 


25N 


25C25 


:l«3M-:\ . 


94.01 


25N 


25C25 


190E1 


53.89 


25N 


25C25 


162CE1 


80.69 


25N: 


25G25 


24CA 


27.34 


25N 


25C25 


19GD 


48.28 


230 


25C25 


25CA 


82 . 78 


230 


25C25 


23C \:-\ 


18.78 


230 


25C*25 


' 2>GA: : ';: 


35.84 


230 


25C25 


19NE2 


73.70 


230 


25625 


-2:% - 


31.06 


230 


25C25 




72.39 


230 


25C25 


25C 


83.36 


230 


25C25 


240 


51.02 


230 


25C25 


190E1 


99.77 


230 


25C25 


24G^ 


34.14 


230 


25C25 


19CD 


86 . 19 


25CA 


25C25 


23cV- ; f- 


77.38 


25CA 


25C25 


: >23GAx ; '': 


■••f.92:v63> : ' 


25CA 


. 25C25 


19NE2 


55.22 


2:5CA::l; 


25G25 


162ND1 


75.50 


25CA 


25G25: 




61.07 


25CA 


25G25 


20 


33.30 


25CA 


25C25 


25G 


18.88 


25GA 


25G25 


24C 


31.91 


25CA 


25C25 


16311; 


72.17 


25CA 


25C25 


190E1 


48.70 


25CA 


25C25 


162CA 


96 ; 87 


25GA 


25C25 


162CE1 


63.50 


25CA 


25C25 


24CA 


' 49i:6i: ; ' 


25GA 


25G25 


19CD -i* 


50.26 


23G ' .. 


25C25 


23CA 


22.i22 


23C 


25C25 


19NE2 


55.76 


23G 


25C25 


24N 


17.04 


23C 


25C25 


26N 


77.83 


23C 


25C25 


25C 


83.98 


23C 


25C25 


24C 


46.58 


23C 


25C25 


190E1 


82.85 


23C • 


25C25 


24CA . 


28.93 


23C 


25C25 


19CD 


68.78 


23CA 


25G25 


19NE2 


53 . 36 


23GA 


25G25 


24N 


33.27 


23CA 


25C25 


•26N:^:': 


99.45 


23CA 


25C25 


24C ,. 


65.16 


23CA 


25C25 


190E1 


80,77 


23CA 


25C25 


24GA 


48.92 


23CA 


25C25 


19CD 


66.76 


19NE2 


25C25 


162ND1 


78,91 


19NE2 


25C25 


24N! 


43.72 


19NE2 


25C25 


26N 


83.54 


19NE2 


25C25 


25G 


73.61 


19NE2 


25G25 


24C 


50.86 T 
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TABLE XI 



19NE2 


25G25 


: 190E1 


27.88v 


19NE2 


,|2'5G|S 


i:i62cEi 


65.60 


19NE2 


25G25 




51 .46 


19NE2 


;;' 25C25 


§'\; ; 1$CI> ; ''- 


{ : ;13. : 57 


I62ND1 


25C25 1610 


66.11 


162Ml 


; 25G25 




;-7 : ::97;. : 4> 


1621JD1 


25C25 




81; 90: 


i<52NDl 


•;25C25' 


||6|n,.U 




162ND1 


25G25 


190E1 


: . 52; 01 


162ND1 


35G25 




38.64 


162ND1 


'Wills? 




14.60 


162ibi 






65.91 


1616 


25G25: il63N : 


58.15 


1610 


•■ : :I5G2| 


162CA 


33.71 

:': 67; 35 


1610 


25C25 


162CE1 \. 


80.71 


■r 24n, 


25C25 






25C25 




70; 00 


„m:2:4^ : 


25G25 




31.89 
16.51 


24N 


25C25 




; : 68.76 


•/.24N::.;:c 


25C25 


24CA 


24N 


25G25 


;1?CD 


55.45 


26N 


, ; :i ; 5c:25? 


:&25i' % 


17.11 


26N 


25C25 




;37;i:71: : ; 


26N ■ 


: ;;:2|G2i5li:63N : -r ; ;/-. 


' 70 .13 ■ 


26N 


25C25 


/?; ; 190E1;' : - 


81.99 


26N 


■:-:25G2Sl 


162CA 


99.71 


26N 


25C25 


162CE1 


89,75 


261* 


25C25 


24CA 


56;94 


26N 


25C25 


:;ii9cpv: : ' 


82;06 


25C 


25C25 


24C J : 


38.11 


25C 


25C25 




63.33 


25C 


25G25 


190E1 


66 . 63 


25C 


25C25 


162CA 


91.85 




25C25 


162CE1 


73 .03 


25G 


25C25 


24CA 


55.12 


25C 


25C25 


19CD 


69.13 


24C 


25C25 


V : |9^Ei' ; ;: 


62 .72 


; : r ; 24Gv^v 


25C25 


162CE1 


91.22 


24C 


25C25 


24CA 


17.90 


24C - 


25C25 


19GD 


;,;55;23: ; ;: 


163N 


■■#G2;5; : ; 


;::; ; .19pEl-,. 


86.02 


,;i63Nv :: - 


25C25 


162CA : 


2? -58 


163N 


:lsj;2$> : 


■1^2CE1:':- 


^^8 : 3 V - 


163N ■■}■.■, 


■ 25C25 


19CD ■ 


/; : ::>9C:46:' : 


190E1 


25C25 


162CA 


90:22 


190E1 


25C25 


162CE1 ' 


38.06 


190E1 


25C25 


: ;:|4iA.; 


71.30 


190E1 


25C25 


19CD: 


\;f%, ; 3;i-': 


162CA 


25C25 162CE1 


52.16 


162CE1 


:25G25 ;; - : ; 


19GD 


52.25 


24CA 


25C25 


.;19jG!D: : ' 


60.28 


25SG 


25026 


25N 


75 . 08 


25SG 


25026 


:'; : 25GB-"-,:::--- 


37.30 


25SG 


25026 


25CA 


54:02 


25SG 


25026 


: X?4p: ; --'-,: : :' ; 


86 ;45 


25SG 


25026 


: j;; : i9cip: \ 


:.."?7 ; ;:95 V; ; 


25SG 


25026 


190E1 • .• 


82.42 


25SG 


25026 


j?|c;,r : -: 


45.95 


25SG 


25026 


26N 


51.16 


25SG 


25026 


162ND1 


46.91 


25SG 


2502(6 


162GE1 


52.51 


25N 


25026 


23C 


:' l 7iv27'L: 


25N 


25026 


/2$P%/ ' . 


49.91 


25N 


25026 


23CA 


95.71 


25N 


25026 


19NE2 


63.43 


25N 


25026 


230 


74 .28 


25N 


25026 


241) 


51.65 


25N 


25026 


25CA 


24.00 


25N 


25026 


24C 


13 . 92 


25N 


25026 


19CD 


63.32 


2SN 


25026 


190E1 


66.78 


25N 


25026 


24CA 


35.47 


25N 


25026 


23N 


92 .49 


25N 


25026 


220 


75.23 


25N 


2 502 6 


25G 


29.57 


25N 


25026 


26N 


34 . 00 


25N 


25026 : 


162ND1 


97.43 


25N 


25026 


22c ■ 


83.38 


25N 


25026 : 


162CE1 


86.18 


23C 


25026 


23GA 


29.24 


23C 


25026 


19NE2 


77.74 


23C 


25026 


230 


22 .63 


23C 


25026 


24N 


23.28 


23C 


25026 


25CA 


95; 23 


23C 


25026 


2 AC 


57 .44 


23C 


25026 


19CD 


92.50 


23 C 


25026 


24CA ■ • 


35.81 


23C 


25026 


23N 


31.40 
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TABLE XI 



23C 


25026 


220 


45.44 


23G 


25026 


25C 


94.92 


23C 


25026 


26N 


85.14 


;; ?,-23G . ' . 


25026 


22C 


. 36.80 


25CB 


25026 


19HE2 


75.38 


. ^2jCB; * 


25026 


:--:25CA; 


26.07 


: v 2S|B j :- 


25026 


. : .24g; / ' 


63.79 


25GB 


^•25626': 


19CD . 


62 . 61 


25CB ' 


25026 


i9bEi : 


50 03 


25di 


25026 


? :;24GA :; i 


' 85^37 


'':;25G)SV: 


25026 


: 25C? : ;-.-o 


• 32 . 00 


? 25GB 


25026 




48.03 


25 GB 


25026 


162ND1 


> ;: *8-42V. 


25CB 


25026 


162CE1 


40.75 


23CA 


25026 




74.13 


23CA 


25026 




44.84 


v 23CA 


25026 




44.10 


23CA 


;:.; : ;2:502&- ; 


24C 


82.84 


23<CA 


25026 


1?GD 


89.48 


:: : -23 : GA ; :':' : ; 


25026 


24CA 


61.85 


23CA . 


25026 




' 


23CA 


25026 


220 


37.03 


$|CA-; ' 


25026 




22.99 


: ;?19MB2: 


25026 


' 230 


^:|?9;.02 


19NE2 


25026 


;-;24N;a ; :^: 


59.57 




25026 


:25CA 


69.12 


19NE2 


25026 


24G :; ' /' 


64.61 


19NE2; 


■-250265 


19CD 


15.61 


i9NE2 


25026 


190E1 


33.20 


19NE2 


25026 


24CA 


66.27 


19NE2 


25026 


/ : -;2|N/|^, 


66.26 


19NE2 


: 25626 




37.24 


19NE2 


25026 




85.04 


19NE2 


vi5Q26l 


26N 


96.39 


19NE2 


25026 


162MD1 


87^10 


19NE2 


25626 




51 . 16 


1911E2 


25026 


162GE1 


72.58 


230 


25026 


24N 


40.19 


230 


25026 




95,80 


230 


25026 


24C 


61.05 


230 


25026 


:: 24pfV::; ; : 


42.72 


230 


25026 


23N 


49.93 


230 


25026 


; : 22p r :^; :; 




230 


25026 


25C 


89.22 


230 


25026 




/;: : 75;.io/ 


j 230 . ' : 


25026 


22C ''• 


58.63 


24k .: 


25026 


iSGA 


75.32 


: V :24N: 


25026 


;:'24G}>: 


38.83 


24N 


25026 


)■$ 9gd:|; 


72.68 


;?f<ab^ : 


25026 


190E1 


88.39 


24N 


25026 


24ca ; 


19.05 


;,;24N ; ;;; : :: 


25026: 


23N 


41.71 


24N 


25026 


:';220'": .( 


37.44 


24N 


25026 


25C 


79.23 


24N ■ 


25026 


26N 


74J55 


[r 20 : r '■: 


25026 


• 22G; : ::: ; : 


37.15 


25CA 


25026 




37 . 79 


25GA 


25026 


; 19C0 


62.07 


25CA 


25026 


190E1 


57.50 


25CA 


25026 


24CA ' 


. 59 . 43 ' 


25CA 


25026 


; :^2p.;.::.^ 


92.92 


25GA 


25626 




16.48 


25CA 


25026 


26N 


31.94 


25CA 


25026 


162ND1 


74 .28 


25CA 


25026 


162CE1 


; 64 . 77 


24C 


25026 


19GD 


68.53 


24C 


25026 


190E1 


75.73 


24C 


25026 


24CA : .. 


21. 65 


24G 


25026 


23N 


80^40 


24C 


25026 


220 


67 31 

V;./. « Jl 


24c 


25026 


'/25G:i-?;> 


40.54 


24G 


25026 


26N 


39 .44 


24G 


25026 


. ^2C 


73; 15 


24C 


25026 


162GE1 


99.55 


19CD 


25026 


190E1 


17,61 


19CD 


25026 


24CA 


75.72 


19CD 


25026 


231* V 


81; 58 


19CD 


25026 


220 


52.77 


19CD 


25026 


;25G: 


:-78V : 56::: : ;-: 


19CD 


25026 


26N 


92.72 


19CD 


25026 


162ND1 


71.98 


19CD 


25026 


22C 


66.59 


19CD 


25026 


162GE1 


57:18 


190E1 


25026 


24CA 


87.94 


190E1 


25026 


'23N? 


98.65 


190E1 


25026 


220 


70.22 


190E1 


25026 


25C 


" 73.17 


190E1 


25026 


26N 


89.43 
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190E1 
190E1 
24CA 

'.•2:4GA;:* 
'. 23N 

220 

25C 

26N 
162ND1 
■ 25SG . 
::: : ; 25SG' ■■' 

25SG 

25SG 

25SG 

230 

230 

230 

230 

230 

230 ,; 

■ ; " ; 23o; ■ 

23j0 ■ ' 

230 
23C 
23C 
23C 

23C . 
23C .". 
23G 
23G ■ 
23C 

;;i§N;^. : -: : 
: :':25N- : 
';2j#-.' V 

25N 

65CA ' 

65GA 

65CA 

65CA 

65CA 

25CB 

25CB ■ 

25CB 



25026 

25026 

25026 

25026 

25026 

25026 

25026 

25026 

25026 

25C27 

25C27 

25C27 

25C27 

25C27 

25G27 

25C27 

25C27 

25G27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 

25C27 



162MD1 
162CE1 

220 
'. 2^N 

220 

22G 
162ND1 
162ND1 
162CE1 

25GB 

^24C-V 

1610 y. 

24CA 

23C 

65CA 

26001 

23CA 

24N 

;;25G" :.. 

26 GB 

i;24Gii ; ;:.- : 

65C 

65CA 

26CD1 

23CA 

24N 

25C 

26CB 

24CA 

65C 

26CD1 

23GA 

24N 

25C 

24CA 

26CD1 

24N 

65N 

66N 

26CG 

26CD1 

23CA 

24N 



54.76 

. 39.72; 
54; 26 
55:: 50 
29-27 

' 78.47 
91.53 
15 . 41 
21.02 
39.38 
70,32 

87.49 

58 . 88 
56:83 

28.16 
88. 07 
86.79 
33.37 

: :66 : ^*; : 

^ ?6,45 
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96.07 
88.62 
70.19 



- *?0E1 
24CA 
24CA 

;. 

v : 2-3N v;:. 
26N 

ill IqV ' 

25SG 

25SG^ : 

•23a- V 

230 
230 

j; 2 3o. : K' 

230 
230 
230 
230 
23C 

23C 

?23C /' 
23C •/< 

^3^v''.: 

25N 
25N 
25N 
25N 
25N 

:65CA : 
65CA 

; ::6jc»;V::;f 

65CA , ;■ 

25 GB 
25CB 
25CB 



25026 
2502(5 
25026 
25026 
25026 
25026 
25026 
25026 
25C27 
25C27 

|25G27v 
25C27 
25G27 
25G27 
25C27 

: :'t§C27 

25C27 
25C27 

: ; :25G27: :;: 
25C27 
$5^7- ■ 
^25C27 ; / 
25C27i 
25C27 . 
25C27 

•2^i ; : 
; 'i5<:27i:^ 

25C27 
25C27 
25C27 
25C27 

':25G27-' V - 

25C27 

25C27 

25C27 

25C27 

25C27 . 

25G27 

25C27 

25C27 

25C27:- 

25C27 



22G 
23N 
25C 
22C 
22C 
26N 



162CE1 
25N 
26N 
24N 
25C 
26 GB 
26GG 

25n : 

25GB 
2|6N " ; 
25CA ' 

:$a£°; ' 

;::65N;:' . ,| 
66N ■ 
26CG 
25N 
25CB 
26N 
25CA 
24G 
65N 
66N 
26CG 
25GB 
26N 
25CA - : 

26GB 

26CG 

23GA 

24G 

26CB 

24GA 

65C 

26N 

25CA 

24C 



83.88 
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72.68 
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57.08 
58.38 
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82.20 
96.26 
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82.95 
81.88 
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46.70 
79. 07 
69.96 
53.34 
84.25 
83.38 
72 .15 
46.42 
62.90 
97.46 
81.94 
36i48 
39.49 
19.15 
14.42 
68.32 
67.30 
82.66 
98.45 
77.82 
84.16 
14.85 
48.98 
20.65 
50.31 
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24CA 


91.56 


66N 


25C27 
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25SG 
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80.25 


25SG 
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25SG 
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47.59 
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161C 
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25SG 
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39.01 
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1610 ■ 
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163N 
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230 
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66N 
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660 
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26GD1 
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. "' TABLE XD • . ^ : -&f- 

;of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor bis-(Cbz- 
leucinyl ) - 1 , 3 -diamino-propan-2 -one 

Atom 1 Atom 2 Atom 3 Angle Atom 1 Atom 2 Atom 3 Angle 
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180D1 25C3 184CA 52.51 

180D1 25C3 19CD 89.80 

20C 25C3 2 OCA 21.55 

20C 25C3 18CG 77.56 

20C 25C3 19CD 77 . 92 

2 ON 25C3 19CG 52.06 

20N 25C3 184CA 88.94 

20N 25C3 19CD 65.92 

184CD1 25C3 184CG 17.14 

184CD1 25C3 18CG 93.47 

184CD1 25C3 184CA 38.24 

184CD1 25C3 19CD 49.63 

2 OCA 25C3 18CG 56.01 

2 OCA 25C3 19CD 80.70 

1?CG 25C3 184NE1 57.02 

19CG 25C3 184CB 76.30 

19GG 25C3 19C 40.46 

184CG 25C3 184NE1 28.96 

184CG 25C3 184CB 18.06 

184CG 25C3 19CD 66.65 
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1610 


25C38 




10.24 


66N 


25G38 




39.10 


6GB 


25C38 


26GD1 


49V3S* 




25038 


2750H2 


95.80 


66N 


25C38 




16 .72 




25C38 




75.10 


66N 


2SC38 


26GB 


62.01 


' :: ::6Snv:-'|. 


25G38 


26CG 


49.74 


66N 


25C38 


640 


67.28 


66N 


25C38 


65N . 


46.94 


660 


25C38 


26CD1 


: : 55.62 


660 


25G38 


65G ; :. 


55.45 


660 


25C38 


^ : 2^0|5> : <: 


98.46 


660 


25C38 


26CB 


41.40 


660 


25C38 






660 


25C38 


65N 


85.60 


26CD1 


25C38 


25SG 


77.15 


26CD1 


25C38 


65C 


49.46 


26CD1 


25C38 


230 


44.41 


26CD1 


25C38 


26CB 


32.56 


26CD1 


25C38 


• 26CG 


15.85 


26GD1 


25C38 


640 


87.10 


26CD1 


25C38 


65N 


61.51 


25SG 


25C38 


2 30 


70.52 


25SG 


25C38 


26CB 


68.80 


25SG 


25C38 


::;2-6 : GG>-,' 


76.92 


25SG 


25C38 


161C 


68.97 


i750H2 


25C38 


y65c'"'. : 


83.85 


2750H2 


25C38 


; 2;30K; : :' ; . 


87.47 


2750H2 


25C38 


640 


35.10 


2750H2 


25C38 


$6;icj : ' J; 




2750H2 


25G38 


; :: 6SnC/.-:- 


61.32 


65C 


25C38 




62,91 


:. ; ;' : :6 : 5G;:-,---; ; 


25C38 


■' ; :'2.6g# : -/'--; 


71.13 ' 


65C 


25C38 


26CG 


:;;55;v:52- f> 


65C 


25C38 


640 


52.20 


65C 


25C38 


65N 


30.26 


230 


25C38 


26GB 


73.10 


230 


25G38 


26CG 




230 


25C38 


640 


61.47 


230 


25C38 


65N 


':47;;4:6 : :" : 


26GB 


25C38 


26CG 


17.91 ' 


26GB 


25C38 


65N 


91.96 


26CG 


25C38 


65N 


74.13 


640 


25C38 


65N 


26.26 


65CA 


25039 


66N 


45.40 


65CA 


25039 


65C 


. 23.65 


65CA 


25039 2750H2 


89.27 


65CA 


25039 


640 


46.55 


65CA 


25039 


65N 


17.11 


65CA 


25039 


26CD1 


69.73 


65CA 


25039 


230 


68.59 


65CA 


25039 


64C :• 


33.21 


65CA 


25039 


660 


84.46 


65CA 


25039 


66GA 


54,04 


65CA 


25039! 


650 


20.83 


65CA 


25039 


26CG 


7? U3 


65CA 


25039 


26NE1 


55 .20 


65CA 


25039 


66C 


71.68 


66N 


25039 


65C 


22 . 01 


66N 


25039 


640 


89.22 


66N 


25039 


65N 


62.07 


66N 


25039 


26CD1 v 


54.96 


66N 


25039 


230 


90. 19 


66N 


25039 


64C 


78.37 


66N 


25039 


660 


39.27 
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25039 


66GA 


8. 76 


66N 


25039 ^50 


;':2534 


DON 


25039 


26CG 


■ 5iv46 




25039 26NE1 


49.00 


■ 'jr : ^»f • 
66N 


25039 


66q 




650 


25039 640 


69.28 




25039 


y5N 


4P> 08 


65C 


25039 26CD1 


57.43 
56.85 




2 D039 


230 


76.91 


65C 


25039 64C 


ODC . 


25039 


660 


€0 iJ83i 




25039 66CA 


30.50 


ope 


25039 


650 


3.97 


:. /065C ■ 


25939 26GG ■ 


60.36 


65C 


25039 


26NE1 


45.73 


%:65C.;; ■' 


25639 66G 


48.13 
79.36 


2750H2 


25039 


640 


, 44- 70 


2750H2 


25039 65N 


2750H2 


25039 


64C 


.-. /6i.: ; !?-; 


2750H2 


25039 3?6iO 


78.76 


640 


25039 


65N 


: :: v34; : ;,67:-; 




25039 230 


':-:#i : 6ft 


640 


25039 


64C 


16.94 




25039 66CA 


97.89 


640 


25039 


650 


67 . 08 


640 


25039 26NE1 


93.96 


65N 


25039 


26CD1 


75.00 


6SN 


25039 230 


58.94 
70.56 


65N 


25039 


' 64C 


18v 53 


•. : ;«5N-::'^ 


25039 66CA 


DON 


25(03$ 


650 


36; 76 


: 65N 


' 25039: 26CG : 


■/8:fe84 ; 




25039 


26NE1 


y60;15 


'■ 65N 


25039 660 ■ 


:'-^8:8 : ;;i5, : 


26CD1 


25039 


230 


49i08 


26CD1 


25039 64C 


y91;52 


26CD1 


25039; 


660 -y' 


56v07y 


26CD1 


25039 66CA 


53 .07 ' 


26CD1 


25039 


650 




26CD1 


'■: 2503? : :--;2;6GGv 


14.63 


26CD1 


25039 


26NE1 


14.91 


26CD1 


25039 66C 


54.99 


230 


25039 


64G 


64.20 


230 




93.33 


230 


25039 


65Q 


73; 30 


:y'23J0y ; 


25039 26CG 


63 . 07 


230 


25039 


26NE1 


44.74 


■ : U ; 6#C'h;'- 


25039 66CA 


87 . 09 


p4C 


25039 


650 


: ? 53y98* 


64C 


25039 26NE1 


77.02 


660 


25039 


66CA 


30,52 


660 


25039 650 ; 


63.93 
62 .05 


6 oO 


25039 


26GG 


42:81/ 


6 6O 


25039 26NE1 \ 


ooO 


25039 


66C 


13.06 


66CA 


25039 650 


33 . 85 


ooGA 


25039 


26CG 


47.00 


66CA 


25039 26NE1 


49.86 


oPCA 


25039 


66C 


17.64 


650 


25039 26CG 


'\6/b : ;.. : 51 : ;'- 


CCA 

odO 


25039 


26NE1 


44,00 


650 


25039 66C 


51.39 
44.17 


26CG 


25039 


26NE1 


26.93 


26GG • 


25039 66C 


26NE1 


25039 


66C 


57.23 


25SG 


251*40 I6I0 


83.77 


25SG 


25N40 


26CD1 


96.23 


25SG 


25N40 26N 


54 . 32 . 


2 5SG 


25N40 


230 


88.V2: 


25SG 


25N40 26CB 


85.40 


25SG 


25N40 163N 


48.48 


25SG 


25N40 25GB 


12 . 78 




25N40 


26CG 


93 .55 


25SG 


25N40 161C 


83.44 


25SG 


25N40 


25N 


43.46 


25SG 


25N40 162CA 


55.83 


25SG 


25N40 


26CA 


67.26 


25SG 


25N40 23 C 


77.46 


2SSG 


25N40 163CB 


56.68 


25SG 


25N40 25CA 


30 .38 


25SG 


25N40 


250 


40.47 


1610 


25N40 163N 


62 . 3 0 


1610 


25N40 


25 GB 


96.42 


1610 


25N40 16 1C 


' 9 .97 .-■ 


1610 


25N40 162CA 


34.15 


1610 


25N40 163CB 


90.03 


26CD1 


25N40 


26N 


45.97 


26CD1 


25N40 230 


47.29 
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26CD1 


25N40 


26CB 


34.59 


y' : 'x2pGii|; 


::; f;25N40 


v ; : : ; : 25GB^ 


83.86 


26CD1 


25N40 


26CG 


- 16 . 42 


'■ ^efebi 


25Nip 


25N 


56.97 


26CD1 


25N40 


65CA 


' 53.52 


26GD1 


2$N40 


660 


51.90 


26CD1 


25N40 


26CA 


:,$2 .89 


26GD1 


^ 2iN40 


66N ■ 


44.25 


26CD1 


25N40 


23C 


56.28 


26GD1 


25^40 


163CB 


84.60 


26CD1 


25N40 


25CA 


6<S.03 


.. 26GD1 


25N40 


250 


58.27 


26N 


25N40 


230 


?6.59 


26N 


25N40: 


26CB 


33.25 


26N 


25N40 


163N 


70.68 


; \;?i6N!, : ;-i; ; > ; 


25*40 


25CB 


44.21 


26N 


25N40 


26CG 


39.40 


; 




i': : 25N : ' . 


34 .54 


26N 


25N40 


65CA 


99.36 




^££$to* 


660 


73 .26 


26N 


25N40 


162GA 


97.09 




l4:^Sll|0; 


26CA 


16 .76 


26N 


25N40 


66N 


85.93 


26N 


25N40 


•; ; 23'C-\ .. 


69.38 


26N 


25N40 163CB 


48.13 


26N 


25N40 


25CA 


29.29 


26N 


25N40 


;2|G'.V > : 


; C;,i3:/85. 




fiisio;i 




79.60 


230 


25N40 


25GB 


77.95 


■/a30:''v 


25N40 


26CG 


63 .18 


230 


25N40 


25N 


49.38 


-,, ,.2:30: : 


25N40 


,%5iCA ; 


52.49 


230 


25N40 


660 


94. 81 


230 


:;i?;5^:0r: 


,; ; ';i6CA^ 


79.46 


230 


25N40 


66N 


70.07 






23G ; 


13.03 


230 


25N40 


25CA 


66.29 




25N40 


25C 


73.80 


26GB 


25N40 


163N 


81.30 


26CB 


25N40 


25CB 


76.86 


26CB 


25M40 


26CG 


18.52 


26GBy 


2 5il40 ' 


25N 


64.46 


26GB 


25N40 


65CA 


80.54 




25N40 


660 


40.01 


26GB 


25N40 


26CA 


18.15 


:2^ : ':;.; 


25N40 


66N 


57.97 


26CB 


25N40 


23C 


85 .39 




25N40 


163CB 


51.83 


26CB 


25N40 


25CA 


62.52 


26GB 


25MO 


25C 


46.36 


163N 


25N40 


25CB 


57.29 


ifiltfK..-: 


25tI40 


26CG 


99.16 


163N 


25N40 


161C 


55.09 


163N 


25N40 


25N 


84.86 


163N 


25N40 


660 


96.57 


•163¥ L v- ;: : 


25N40 


162CA 


29.80 


163N 


25N40 


26CA 


70.11 


163N 


25N40 


163CB 


29.52 


163N 


25N40 


25CA 


67.98 


163N 


25N40 


25C 


62. 99 


25GB 


25N40 


26CG 


82.58 


25CB 


25N40 


161C 


96.21 


25 GB 


25N40 


25N 


30.92 


;2 : 5G& ^ 


25N40 


162CA 


68.31 


25CB 


25N40 


26GA 


58.91 


'9 2 :5<#;- 


25N40 


23G 


67.68 


25CB 


25N40 


163CB 


58 .44 


.'.•i5CB : ' ; '- 


25N40 


25CA 


17.83 


25CB 


25N40 


25C 


30.57 


26GG 


25N40 


25N 


61.46 


26CG 


25N40 


65CA 


64.22 


26CG 


25N40 


660 


41.69 


26CG 


25N40 


26CA 


30.63 


26CG 


25N40 


66N 


46.53 


26CG 


25N40 


23 C 


71,01 


26CG 


25N40 163CB 


69.91 


26CG 


25N40 


25GA 


65 .57 


26CG 


25N40 


25C ,. 


53 .15 


16 1C 


25N40 


162CA 


29.49 


161C 


25N40 


163GB 


81 .51 


25N 


25N40 


65GA 


97.53 


25N 


25N40 162CA 


99.23 


25N 


25N40 


26CA 


50.89 


25N 


25N40 


23C 


41.97 


25N 


25N40 163CB 


74 . 65 


25N 


25N40 


25GA 


16.92 


25N 


25N40 


25G 


28.88 


65CA 


25N40 


660 


62.01 
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■•••• : :>;6;5CA • 


25N40 


26PA 




o5GA 


25N40 


66N 


28.94 


65CA 


25N40 


23C ■ 


.-::V ; * ;•-:-';'«■?'-• 


opy : 


zpN40 


26GA 


57.46 


660 


25N40 


66N ; 


' ^ T no : 

/; .:yj-:,;.yj': 


• CCA ■ ■ 


25N40 


163CB 


72.28 


66O 


25N40 


" 25P 


;.0 ; ©:v>LX;:. : 


lo2GA • 


25N46 


26CA 


99.40 




25N40 




■: : '' ( ?;Cj-.'..0 : 0-: 


ICO/11* 


25N40 


25CA 


84.50 


162CA 


25N40 


: : -- : 25G ; '- 




: "*;0.W>:,■ 


• 25N40 


66N 


75.24 


26GA 


25N40 




; vOX»yZ .. 




25N40 


163CB ■ 


42.44 


26GA 


25N40 


2i5ri 


. *3 • Oj 




2^4d 


|C2.*5G;>:.. 


v.": 28.66 




25N40 


; ; ;.2^c-^:^ :: : 


0*5 A£ 


poN 


25N40 


25G [ 


99.63 


23 C 


25N40 


25f!A; 


:vJO:vy ; :/ : ;, 




25N40 


' ;25C> 


69 r 36 


163CB 


25N40 


• ' : i25GA> ; -- •• 

. ..■«yw»".'- ; 


: :vJy; • 


;X-.0 J : vB : - 


25N40 


: : . : 2SC': ; - ' \ 


46 .39 


25GA 


2 51140 






25SG 


25C41 


■.:;;25N?';'.- : 


62:70 


255G 


25C41 




;.,v: ;Of|;.;:OD' 


25SG 


:25G41 


25CB ■ 


23.96 


25SG 


25C4i 


■■ '•'•2-5PA-' : - : -: ; ' ; 

■* ; y.yii;':;.. 


;/.:•• x« . ;;Sf. ,0.^ : : 


25SG 


2;5C4 : % 


24JI; 


98.96 






'.• ;'5Ap;/ :: 


: /p . OO : • 


;:>; ; :;:2 : 5:SG--- 


^:::2SG4iy 


■::'25C::;.; 


48.95 


25SG 


25PA1 


• :-«vtp, : .:;;;.. 


:: ':-::Ci : fc. 'V. C : '*i :• 
/v.j;: , .!9:%'i::5:3 


25SQ 


25C41 




95.08 


2 5sb 




XOJLU 


70 .41 


•• "; J 2'5SG • ;/ 


25G41 


26GA 


70.68 


230 






69 . 35 




25G41 


23C : .' 


19.72 


230 






p 8: . 4 1 


230 


25G41 


26N 


90.56 


230 




y5 3LiA : . 


■ : : ,;:.Q;ft.: : >|:0 : 

49: : - 


230; :: 


; 25C41 


23CA 


34.94 


230 




: . : :^.%J>I 


■:^>l':.'.-.-->:S:-.''. • 


230 .-. 


j : .:i25G4l *; 


. 24G:,: 


57.25 


230 




... f%.-::.. 






i 25G41 


26 GB 


91 .35 


230 








21 3 O 


25C41 


24GJV 


37 . 60 


230 


25C41 


pytA 




23 p 


25C41 \ 


26NE1 


46.32 


230 




9 fir 1 a 




25N 


25C41 


23C ■ 


58.58 


25N 


25C41 






25N 


25C4i ' 


26N ■ 


42.84 


25N 






04 


^::25N-; 


25G41 . 


25CA 


20 .25 


25N 






,71 i 04; 




25C41 


24N ' 


41.24 




• Jv4 JL. 




V.;.i4^7;P;,; : v" 


25N 




25G 


. 33.26 


25N 


25PA1 


«OLD 


72.91 


25N 


25C41 


26CG 


71.59 


25N 






■■■'3 ; 2/. : 43 . 




: j25G4l; : : 


26NE1 


71.77 


25N 


25P41 






• 23 <Z 


25C41 


26CD1 


72.85 


23C 


25P41 




90 .94 


23C 


25C41 


2 5GB 


91.53 


23C 


ZDV_4 J. 




78 .46 


23C 


25C41 


23CA 


20.98 


23C 






17 .34 


23|G 


25C41 


24C 


50.23 


23C 






89>47 


23 G 


25G41 


26CG 


86.15 


23C 


25G41 






: - 23G: 


25C41 


65CA - 


75.78 


23C 


25C41 


26NE1 






25C41 


26CA 


99.05 


26GD1 


25C41 


26N 






25C41 


:|s^A : '' : --' 


79.66 


26CD1 


25C41 


23CA 


92. 59 




25C41 




70.00 
66.43 


26GD1 


25C41 


24G 


58.88 : 


;;.i26fDi. 


25C41 


25C 


26CD1 


25C41 


26GB 


34.11 


26CD1 


25C41 


26CG 


15.31 


26CD1 


25C41 


24CA 


54.83 


26CD1 


25C41 


65CA 


55.19 


26CD1 


25C41 


26NE1 


12.42 


26CD1 


25C41 


26CA 


44 .47 
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26N 


25C41 


25GB 


51.65 


: 26N 


25C41 


25CA 


35.77 


26N 


25C41 


24N 


75; 80 




25C41 


24C 


42.85 




25C41 


25G 


16.65 


26N 


25C41 


26GB 


33.09 




25C41 


. 26GG 


41.38 




?. 25C41 


24CA 


58.47 


; ; :; r26N:- 


25G41 


26NE1 


60.33 


: .J : 26N: .:: 


25C41 


26CA 


14.86 


7 25CB 


25C41 


25CA 


22 . 08 


25CB 


25G41 


23CA 


94.98 


;; : /2I5Gb;: 


25G41 


24N 


75.58 


. V 7-25GB. *i 


25C41 


24C 


53.42 


}}: 25CB 


25C41 


25C 


;':35-13v: 


; ; 'r:i25GB; : 


25C41 


26CB 


82. 86 


25GB 


25C41 


26CG 


92 . 88 


2 5 CB : 


25C41 


24CA 


71.25 


B2|£b-. 


25C41 


1610 ■ 


93. 68 


i^iSGB-: 


25C41 


26CA 


64.25 


■ 25GA 


25C41 


23CA 


88 . 69 




25C41 


24N 


61.20 


-25CAV 


25C41 


"24G;' : -V: 


■ 32.93 




25C41 


25C 


20.29 


25CA 


25C41 


26CB : : . 


68.87 


v' ;: :25GA::.; 


25C41 


26CG 


74.42 


25CA 


25C41 


24CA 


\ 52.13 




25C41 


26NE1 


83.73 


25CA 


25C41 


26CA 


50.39 


: >' 23CA * 


25G41 


24N 


33 . 53 


23CA 


25C41 


24C 


66.67 


23CA 


25C41 


24CA 


51.61 


23CA 


25C41 


65GA 


80 . 98 


23CA 


25C41 


26NE1 


80.92 


24N 


25C41 


24G 


33.63 


24N 


25C41 


25C 


72.54 


24N 


25C41 


26CB 


:>93 ; .. : 33 : -:: 


24N 


25C41 


26CG 


80.45 


24N 


25C41 


24CA 


:---i8^;!67j'. 




25G41 


65CA 


88.30 


24n : 


25C41 


26NE1 




;r "24N ■ ' 


25C41 


26CA 


85.94 


24C 


25C41 


25C 


: v 35;w29h:. 


24C 


25C41 


26CB 


67.28 


24C 


25C41 


26CG 


-: : 61;;:-6S( 


24C 


25C41 


24CA 


19.66 


24C 


25C41 


26NE1 


);57 ; '.j6:7;\i 


24C 


25C41 


26CA 


54.90 


25C 


25C41 


26GB 


■ : 'i4 : 9;-. 26; ; 


;■ 25Cv 


25C41 


26CG 


57.75 


25C 


25C41 


24CA 


58 '24 


• 25G " ; 


25G41 


26NE1 


73.78 


25C 


25C41 


26CA 


30(51 


26CB 


25C41 


26CG 


18.80 


26GB 


25C41 


24GA 


74.83 


26CB ■ 


25C41 


65CA 


78.82 


26 GB 


2SC41 


26NE1 


46 . 51 


26GB 


25C41 


26CA 


18.80 


26CG 


25041 


24CA 


63.20 


26CG 


25C41 


65CA 


65 . 01 


26CG 


25C41 


26NE1 


27 .72 


26CG 


25C41 


26CA 


31.31 


24CA 


25C41 


65CA 


87v25 


24CA 


25C41 


26NE1 


48.94 


24CA 


25C41 


26CA 


67.55 


65CA 


25C41 


26NE1 


49.22 


65CA 


25C41 


26CA 


95.86 


26NE1 


25C41 


26CA 


55.54 


2750H2 


25N42 1610 


84.19 


2750H2 


25N42 


66N 


91.61 


2750H2 


25N42 


65CA 


62,05 


275662 


25N42 


161C 


94.32 


2750H2 


25N42 


161CA 


94 .57 


1610 


25N42 


161C 


13.86 


1610 


25N42 


1600 


61.38 


1610 


25N42 


161CA 


29 . 35 


66N 


25N42 


660 


34.84 


66N 


25N42 


65CA 


29.86 


660 


25N42 


65CA 


63.11 


161C 


25N42 


1600 


47.97 


161C 


25N42 


161CA 


17.98 


1600 


25N42 161CA 


33.22 
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TABLE Xm 

Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms <>f the inhibitor 2,2' -N.N' - 
bis-benzyloxycarbonyl-L-leucinHcarbohydrazide. 



Atom 1 Atom : 


2 Atom T 


: Angle 


Atom 1 


Atom 2 Atom 3 


Angle 




• 2501 






184CB 


25C1 


184CG • 


19 .52 


184CB 


25C1 


184CD2 


33.79 


184GB 




:Vyl84CE3- 


43.; 09 


|ji : 84jrav : ; 


,; : :.2>gi$ 


:;;>#icbi : :. : 


58.81 






184CG 


56.83 


1840 


25C1 


v 1^GD2 ' 


71,93 


Hlf&GK ' 


25C1 


184CE3; 


78;59 


*840 


25C1 


ISBGpl 


69 * 71 




25C1 


184CP2 


17 ; 68 


• 184CG 


) 25C1 


'". 184<|E3 ; 


32 i58 


184m 


..25<:i: 


188GD1 


65 . 18 


;; :£$4ebz 


25C1 


184GE3 


17 .04 




; ; 2:|&i> 


188CP1 


58.90 


::;:;184GE3 ; : 


25C1 


188CD1 


45.42 




25C2 


184CB 


44.21 


••1840: : . •'. 


25C2 


18dpi 


53; v 44 


x *v".y -: ■ ■ 


; 25G2 


184C 


13.95 


v^40 ; ;;V 


^25G2' : 


>i«4CA : ; : *: : 


;-,-;33^42;- : 


•::-.i>yTlVv.-: 




184CG 


63 .00 


: .184GB ... 


25G2 


"... ledDl 


67 .91 




^502].;, 


184C 


34.94 


184C3B 


25C2 


ilB4CA ; ' : 


20.32 




25C2 


184CG 


19.43 


18001 


25G2 


*84C 


45.96 


180D1 


25C2 


184CA 


48 • 12 


180D1 


2SC2 


184GG 


73 56 


T84G - : - 


25C2 


184CA 


20.19 


1840 


25C2 


184CG 


52.12 


184GA 


25C2 


184CG 


33 . 37 


180D1 


25C3 


184CB 


80.07 


1 Qrtni 


25C3 


184Q 


59 .68 


180D1 


25C3 


184CA 


57. 15 


I8bbi 


;;25C3 : : : ; 


184CG 


89.66 


180D1 


2SC3 


184G 


51 33 




25G3 


184CD1 


82.13 


180D1 


25C3 


18GG: 


11 24 


1 ojrSirvi 


25C3 


18ND2 


27.16 


180D1 


25C3 


. 2pd 


73 . 60 


IfiAGk 


25C3 


1840 


44.39 


184GB 


25C3 


184CA 


22.92 


' 184CB: : ^| 


25C3 


184CG 


22.24 


184GB 


25C3 


184G 


36.34 


184CB 


25C3 


184CD1 


37:05 


184CB 


25C3 


18CG 


V^.84;.:56;':.- 


184CB 


25C3 


18ND2 


96:50 


184CB 


25C3 


184CD2 


33.32 


1840 


25G3 


184CA 


36.38 


1840 


25C3 


184CG 


66.41 


1840 


25C3 


184C 


16.67 


1840 


25C3 


184CP1 


77.34 


1840 


25C3 


18CG 


56.51 


1840 


25C3 


18ND2 


60. 61 


1840 


25C3 


184CD2 


76.89 


184CA 


25C3 


184CG 


37.43 


184CA 


25C3 


184C 


21.29 


184CA 


25C3 


184CD1 


42.36 


184CA 


25G3 


18CG 


62.14 


184CA 


25C3 


18ND2 


75 . 37 


184CA 


25C3 


184CD2 


52.39 


184CG 


25C3 


184C 


56.26 


184CG 


25C3 


184CD1 


18.80 



5vt 
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TABLE Xm 



184CQ 


25C3 


18CG 


97.29 


184CG 


25C3 


i84CD2 


15:81 


184GG 


25C3 


200 


99.33 


1846 


25C3 


>:i«4GDi^ 


• 63 ^ 60 


-:;if|C;; : :-;. 


25C3 


18CG 


51.80 


184C : 


' 2 5C3 


>'y^8ji^;.. 


61 . do 




25C3 


184CD2 


69.50 


:i84cdi 


25C3 




91-92 


;>:|84'cil :: 


■25G3- 


184CD2 


27.91 


: 184GD1 


25^3 




80.68 




25C3 


18ND2 


16.43 


18CG 


:• 25C3 


20O 


.; 80. 57 


18ND2 


25C3 


200 


85.65 


184CG 


25C4 


184CD1 


22.16 


184CG 


25C4 


184CB 


23.25 


"184GG;;V: : 


■ 25C4 


184NE1 


33i.; : 38;- 


184CG 


25C4 


184CD2 


20. Oi 


■-IfiGG'v; 


25C4 


184GA 


36.56 


184CG 


25C4 


180D1 


84.23 


184CG 


25C4 


j : i : 84GE2> 


31.43 


: 184GG 


25C4 


1840 


59.49 


184CG 


25C4 


/id4GE3h 


31.14 


:: : ;'io4Glj;-: 


25C4 


184C 


50 . 73 


184CD1 


25G4 


;184GB ;/ v 


40,60 


;i84Ct)i 


25C4 


184NE1 


19.22 


184CP1 


25C4 


184GD2: : 


33.07 


1 84GD1 


25C4 


184CA 


43.38 


1840)1 


25C4 


18001 


80.63 


'••i84C^i'' 


25C4 


184CE2 


30.49 


184CD1 


25C4 




96.73 


i|4GDl 


25C4 


1840 


72.55 


184CD1 


25C4 


184CE3! 






25C4 


184C 


60.18 


184CB 


25C4 


184NE1 


.: 55^95; ; 


184(3* .. 


25C4 


184C02 




184GB 


:.:2^G4-- 


184CA 


20.96 


••: : 'i84G?::- : ::' 


25C4 


180I)i 


69.40 


184GB 


:.25G4: : 


184GE2/-''' 


54.07 


104GB 


25C4 


1840 


■:v3:6i..:4:4;- 


184GB 


25C4 


i84GE3 


42.67 




25C4 


184c 


29.74 : 


184NE1 


25G4 


184CD2 


31.83 


184NE1 


25C4 


184CA 


62.30 


184NE1 


25G4 


180D1 


^9%...90' 


184NE1 


25G4 


184CE2 


18:20 


184NE1 


25C4 


• 206 -. 


93*72 


184NE1 


25C4 


1840 


90.55 


184NE1 


25G4 


184GE3 


45.60 . 


184^1 


25C4 


184C 


78.96 


184CD2 


25C4 


7i||Gk-' :; , ; 


55.86 


184CD2 


2SC4 


184CE2 


18*77 


184CD2 


25C4 


1840 


74.24 


184CD2 


25C4 


184CE3 


14.78 


184CD2 


25C4 


184C 


68:30 


184GA 


25C4 


180D1 


49.23 


184CA 


25C4 


184CE2 


: ^;-l|v 


184CA 


25C4 


1840 


30.22 


184CA 


25C4 


184CE3 


■.' : 62 : V : 73' ; . 


184CA 


25C4 


184C 


16.85 


180D1 


25C4 


200 


73.28 


180D1 


25C4 


1840 


46.75 


180D1 


25C4 


184G 


42.18 




25C4 


1840 


90.51; 


184CE2 


25C4 


184GE3 


29.58 


184CE2 


25C4 


184C 


82.12 


1840 


25C4 


184CE3 


73.98 


1840 


25C4 


184G 


14 .33 


184CE3 


25C4 


184C 


71.72 


184CG 


25C5 


184CD2 


22.73 


184CG 


25C5 


184GD1 


20.69 


184CG 


25C5 


184CE2 


35.01 


184CG 


25C5 


184NE1 


33.46 


184CG 


25C5 


184CB 


21.39 


184GG 


2SC5 


184CE3 


38,4;6 


184CG 


2505 


184CZ2 


50.35 


184CG 


25C5 


184CZ3 


51.39 
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184CG 
184CD2 
184GD2 
^84CD2 
184CD2 
184CD1 
184CD1 
y#^l 
1I34CE2 
184GE2 
184GE2 
184NE1 
184NE1 
184NE1 
184CB 
184CB 
184CE3 
184CZ2 
184CZ3 
184CD2 
184CD2 
184CD2 
184CE3 
184CE3 
184CG 
184C6 
184GB 
184 GB 



2 9° 
200 

200 

200 

fob 

184CD1 
184CD1 
184CD1 
184CP1 



25C5 
25C5 
2SC5 
• 25G5 
25C5 
25C5 
,: 25C5 
25C5 

.; 25C5 

•:?2$G5 ; 
■ 25C5 
;:v-25G5:; : 
25C5 
25C5 
25C5 
25C5 
25C5 
25C5 
25C5 
25C6 
25G6 
25C6 
25C6 
25C6 
25C6 
25C6 
25C6 
25C6 
25C6 
25C7 
25C7 
25C7 
25C7 
25G7 
25C7 
25C7 
25G7 
25C7 



184CA 

184CE2 

184CB 

184CZ2 

184CA 

184NE1 

184CE3 

184CZ3 

184NE1 

184GE3 



TABLE XDI 
29.48 184CD2 



11B4CB 
184CZ2 
184CA 
184CZ2 
184CA 
184CZ3 
184CZ3 
184CA 
184CG 
184CE2 
184GD1 
184CB 
184CZ3 
184CB 
184CZ3 
184CE2 
184CD1 
184CD1 
19CG 
20N 
19CD 
19NE2 
19C 
184NE1 
180D1 
184CE2 
19NE2 



21.03 
39.17 
31.82 
51; 36 
19.76 
53.61 

■ 62.53 
19v71 
34.70 
34.98 
54i ii 
32.74 
56.07 
70.15 
16.19: 

■ 15.81 
29.69 
77.85 
20.21 
17.00 
27.90 
46.74 
16.21 
20.58 
50.48 
49.78 
32.55 
27.45 
65.72 
42.52 
74.17 
65.37 
42.11 
21.55 
84.02 
29.40 
73.46 



184CD2 
> 184CD2 

I8:4cp2 
l8*Cpi 

184CD1 
184GD1 
184CD1 

:^l«4iEg 

184CE2 
184GE2 
184NE1 
184NE1 
184GB 
184GB 
184CE3 
184GE3 
184CZ2 
184GD2 
184CD2 
184CD2 
184CE3 
184CE3 
184CE3 
184CG 

184CG 

184CB 

184CE2 

184CZ3 
200 
200 
200 
200 

184CD1 

184CD1 

184CD1 

184CD1 

184CD1 



25C5 
25G5 

||2p5 

-: : ::25G5; 

.::' : ;;25c¥ 

25C5 
25G5 

25C5 

25C5C 
25C5 
25G5 

■:25G5 : ; : 

25C5 

;;ii;5G5 

25C6 

^25G6ft 
25C6 
25C6 

: ; -2si:6i :;■ 

•25C6^. 

r25G6;v'.: 
25C6 
25C7 
25C7 ' 
25G7 
25G7 
25G7 
25C7 
25C7 
25C7 
25C7 



184CD1 
184ilEi 
184CE3: 

;:;?:i:84CZ3;: 

^18iCE2; 

: : 1; ;184GbV- :: 

184CZ2 
184CA 

:: : ' : ^84g||:;. : : 

184CA 
184CE3 
184CZ3 
*84ci3 : 
184Gis3 
;.vl84#Z2:.v 

184CA 
184CE3 

^184GB;f-. ; 
184GZ3 
184CG; 

184CE2 

:-;l8^Gprj '• 

184CE2 
184GP1 
184GZ3 : i 
.184GZ3?"\ 
184CD1 
20C 
180D1 
■ : 2pcX;:;,'j 
190E1 
19CG 
184CG 
19CD 
184GB • 
184CD2 



. 34.47 

7;#^3 ; 6^ 
29.20 

^ : ; 33>24\ 
37.53 ; 

36.61 

; . 55 .77 

^::;p. : :25- ■ 

63(76 
51.39 
;' : :- ; 54i44\'', 
47.44 " 
62.99 
37.12 

" ;; 62: : 73l 
79;€0 
19.98 

'36>;83': 

. 30,72 
37 .11 
31.55 =; 
47.70 

29.67 

15.71 

62y65 

34.33v : ^ 

57.71 

13.67 

88.27 

32.34 

87.32 

67.76 

19.86 

60 . 66 

34.91 .. 

28.08 
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TABLE Xm 



184CD1 


25C7 


184CA 


40.1? 


184Cbi 


•:■ ' 25Ci7 


^ i83o ;; ; 


43.72 


if4epi 


25C7 


190E1 


47.61 


i84cbi 


..':25<27 ; 


19C 


■■ 99*55 


19CG 


2SC7 


184NE1 


69.79 


19CG 


; : ::: ;?2:5#' 


184CG 


66.16 




25C7 


20C 


70 .46 


19<CG 


-•;25C7 




■ 50.72 


19CX3 


25C7 


180D1 


75 . 31 


19CG 


:-:isc7.: 




20.77 


19CG 


25C7 


2 OCA 


67.17 


19CG 


> 25C7 


^;vii|ii 2 : 


86.39 


1?& 


25C7 


184CB 


91.37 




: :;2Se^ 


;| ; : : ;|j|NE2^ 


;;;-;32^57': 


19CG 


25C7 


184CD2 

-'S 


^ : ':: : -9J4::. : :84; : 
\^44}.;:08;v 




.;':i:2 : 5jE!7v 


190E1 


78.19 
28.49 


18I4NE1 


25C7 
25C7 : 


19GD 




184NE1 

^i84NEi;: 


,: 25C7; 


;-.i^CE2;' 


34.11 
; ^6.60 




25C7 


184CB 


52.97 


i84NEl 






\"v62 ; .:84^ 


184NE1 
1B4NE1 


25C7 
25C7 
25C7 


184CD2 
1830 
180D1 


29,31 
60.91 
81.09 


184NE1 
184CG 




184CA 
190E1 


61.52 
42.84 ' 
• 80,51 


• 1?4CG ; 


25C7 


184CE2 


31.09 


v |84cg;;- : 




184CB 


- : -'i9:.37'; - 


184CG 


25C7 


19NE2 


92.98 ; 


184CG 


25C7 


184CD2 


. :;;i7".;53 


184CG 


25C7 


184CA 


^-- : '. : 33; ; .:64- : ;;: 




25C7 


1830 


.■ :;/;: 53v42 


184CG 


25C7 


190E1 


67.47 


20C 


•\; : 2jci| 


2 ON 


35:. m 


20G 


25C7 


180D1 


; :-:76 : ^ : : - 


20C 




19CD 


82.78 


20C 

. Z.OC. 


25C7 
25C7 


20GA 
1830 


20.30 
97.75 


20C 


^:$G7.i- 
25C7 


v:,:; : ;!l?NE2^ 

190E1 


76.56 
95:52 


20C 


25C7 


19C 


38 . 85 .: 


2 ON 


:::i|iC7;g 


180D1 


48.08 


2 On 


25C7 


19CD 


70.24 , 


20N 


'■•i5C7'V 


20CA 


19.43 


2 ON 


2SC7 


19NE2 


74.34 


?M > ; 


:'2$C7- ' 




87.18 


20N 


25C7 


1830 


63.69 








79.16 


2 ON 


25C7 


19C 


12.46 


180D1 


25C7 




94.22 


180D1 


25C7 


2 OCA 


56.55 


180D1 


25C7 




64.46 


180D1 
180D1 


25G7 


184CD2 


98 . 02 




25C7 


184CA 


47.47 ; 


25C7 


1830 


48.16 


180D1 




i?OEi 


93.80 


180D1 


25C7 


19C 


55. 42 


19CD 


25C7 


■ ;:; i:i2.0CA^ ; : 


84.64 


:? 19CD 


25C7 


184CE2 


71 .23 


19CD 


25C7 


184CB 


91.94 


19GD 


25G7 


19NE2 


17.10 


19CD 


25C7 •: 


184CD2 


83. 77 


19CD 


25C7 


184CA : 


84.58 


19 Gb 


25G7 


1830 


54.34 


i9GC 


25C7 


190E1 


13.1? 


19GD 


25G7 


19C 


57.87 


20CA 


25C7 


19NE2 


84.21 


2 OCA 


••25C7:|: ■ 


1830 


82.52 


20GA 


25C7 


190E1 


95:. 40 


2 OCA 


25G7 


19C ' 


28.93 


184CE2 


25C7 


184CB 


50.04 : 


L84CE2 


25C7 


19NE2 


76.55 
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184CE2 25C7 184CD2 
';:C ^484CE2V; ; 25G7 ' 1830 ■ : 

184CB 25C7 184CD2 

184GB; 25C7 1830 V; 

'; 19NE2 25C7 184CD2 

19NE2 ,2507- ;■ f)i§.6t% v : . 

: : 184CP2 25C7 184GA 

184CD2 25C7 190E1 

184CA 25C7 190E1 

1830 25C7 190E1 

190E1 25G7 19C 

200 2508 19CG 

<: '^^<>^-:-^^ . ■ ; ' *?gd- ' : 

200 2508 2 ON 

200 2508 21CA 

2QC 2508 19NE2 

• 20G ■" 2508 20CA 

20C 2508 21N 

184NE1 2508 184CD1 

184NE1 2508 19NE2 

184NE1 2508 184CE2 

184NE1 2508 184CG 

184CD1 2508 19NE2 

184CD1 2508 184CE2 

184GD1 2508 ' 20N ■ 

V : 19CG 2508 19NE2 ,' 

19CG 2508 184CE2 

19CG : 2508 : 2 ON 

19CG 2508 2 IN " 

19NE2 2508 19CD ; 

19NE2 2508 2 OCA 

19NE2 2508 184CG 

19NE2 2508 21CA 

19CD 2508 2 OCA 

19CD 2508 184GG 

19CD 2508 21CA 

2 OCA 2508 2 ON 

.=:*■. 20CA 2508 21CA 



TABLE Xm 

18.00 184CE2 25C7 18|CA 

72.92 184CE2 25C7 190eI 

34.04 184CB 25C7 184CA 



50 .23 


184CB - 


V 25C7 


K 190E 


. v92Vl4| 


19NE2 


25C7 


■■.; : ; ;i8io?. 


27.20 


19NE2 


^•;2 : $ci 


::JU£C'?; 


50. |i 


1I84CD2 


■:>25Gf: 


1830 


70 .74 


: : Jl84iatV 


; ;; 25G7: 


1830 






25C7 


19C ■ 


48V64 


,:i;83p:- : : 6 


25C7 


19C • 


67.25 




2508 


20C 


■ 5fi 52 


:. * "y : -: 


z :>(_>« 


19NE2 


71.25 


200 


2508 


2 OCA 


31.47 




2508 


2lN 


28.59 




2508 


: 'V;.:;19CG; ; 


78.30 




2508 


19CD 


16.86 




2508 


2 ON 


12.70 I 


V : ?;6c j 


2508 




18.63 


184NE1 : 


2508 


: f ;19CG 


61.10 


,:i84N6iv 


2508 


19CD 


?.2'7Vv3p| 


184GD1 


2508 


2 ON 


: 67.50 


::184Cil;;: 


2508 
2508 


19CG 
19GD 


28 .(JO 


#4CI>1 


2508 


20CA 


81^88 


184CD1 


2508 


184CG 


32.50 


19GG 


2508 


19CD 




• ; ;V|9(XS ' 


2508 


20CA 


42 V 57 


;^9CO: , 


2508 


184CG 


75.23 


•^19CGV ; . 


2508 


21CA 


17.06 


|9NE2 


2568 


184CE2 


80.50 


19NE2 


2508 


2 ON 


82.83 


19NE2 


2508 


21N 


';83;;7iv;- 


19CD 


2508 


184CE2 


76.51 


19Ci> 


2508 


2 ON 


68 .20 


19GD; 


2508 


21N 


92:52 


184GE2: 


2508 


184CG 


17 .27 


20CA 


2508 


2 IN 


45.46 


20N 


2508 


184CG 




64.00 • 
59,12 
19.42 
79 .91 

?69t*9V- • • 

34.36 ' V, 
87; 64 

59.18 '• 
10 .26 ". 
68.66 
23 .15 : ' v - 

79.37 .. 

30.40 
28.94 
59.96 
50.56 
; : 95:v:41 : ; 
54 .74 
52.79 
98 . 14 
15.43 
19.73 
58; 57 
68.67 
84.51 
74.74 
68.75 
83.53 
66.00 
6 IV 57 
87.76 
27.48 
28.61 
88.95 
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TABLE Xm 



20N 


2508 


21N 


43.10 


20N 


2508 


21CA 


58.85 


21N 


2508 


• 21CA 


16.97 


200 


.:' -2g0 


19NE2 


82.43 


2 Op 


':• 25C? 


19CD 


79.79 


200 


■ itSeSk 




60.88 


2 OO 


:. : ''2;5C9v 


' 20C 


3.58 


200 


. 25G9 


:' ; \i2o\ . 


59.91 


AAA ." 

200 ■ 


25C9 


' 1$4CD1 


98.95 


200 


25C? 


190E1 


91.12 


2gG 


;'V'2:5^Sf;;' 




39 .58 


: 20 b : 




21CA 


'. 31.39 


: : ;'2O0;vJ'' ; 


i/;;25jG% 


:|;;/ : ;2lpEi ; ; 


65.02 


19NE2 


25C9 


19CD • 


19.36 


: 19NE2 


25G9 : 


19CG 


36.33 
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46.98 


162ND1 


25017 


162CD2 


' -0:1:' •:*T:C • 


162ND1 


25017 18 4CH2 


79.38 


: 190E1 


25617 


19GD 




190E1 


25017 184CZ2 


: 99.66 


190E1 


25017 


184CE2 


on Ad 


190E1 


25017 162NE2 


66 ; 69 


196E1 


25017 162CG 


88 ; Q 6 


190E1 


25017 184CD1 


53 . 52 


190E1 


25017 


25CB 


44 .71 


190E1 


25617 25SG 


67.03 


190E1 


25017 


; 19CG " 


23.75 


190E1 


25017 162GD2 


81 .23 


19GD 


25617 


184CE2 


88 . 60 


19CD 


25017 162NE2 


86. 77 


i960 


25617 


184CD1 


58.23 


19CD 


25017 25CB 


57.61 


19CD 


25017 


25SG 


76.46 


19CD 


25017 19CG 


12. 28 


184CZ2 


25017 


i84CE2 


21. 82 


184CZ2 


25017 162NE2 


54 r 71 


184CZ2 


25017 162CG 


66.69 


184CZ2 


25017 184CP1 


52.41 


184CZ2 


25017 


162CD2 


54. 17: 


184CZ2 


25017 184CH2 


6.39 


184CE2 


25017 


162NE2 


54 ,32 


184CE2 


25017 162CG 


76.31 


184CE2 


25017 


184CD1 


30-61 


184GE2 


25017 19CG 


81.59 


184CE2 


25017 


162CD2 


60.79 


184CE2 


25017 184CH2 


27. 64 


162NE2 


25017 


162CG 


29.72 


162NE2 


25017 184CD1 


61.67 


162NE2 


25017 


25GB 


60.57 
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162NE2 


25017 25SG 


|^;'';7i : ;37 


162NE2 


25017 19CG 


90,84 


162NE2 
162GG 


25017 162GD2 
-. 25017 lp6pii 


15.82 
90.78 


i 162NE2 
\ 162CG 


25017 184GH2 
25017 25CS 


58.64 
61.39 


162CG 
: 162CG 


2S017 25SG 3 
25017 18iCH2 


59.43 
67.39 


162CG 
184CD1 


; 25017 162CD2 
; 25017 / 25GB: 


16.23 
91.37 


184CD1 


25017 19CG 


':',; ; 51v;04 


i84CDl 


25017 162CD2 


: 74.86 


184CD1 


25017 184CH2 


58.22 


;:5:25CB.'- : 


2^17 : ^f25^ : : 




,:- : 25CB^: 


25017 19CG 


69.56 


?! :-C;25Cb:- : 


. 25017 1626D2 


65.94 


25SG 


25017 19GG 


, - 88.74 


25SG 


25017 162GD2 


70^29 


162CD2 


25017 184CH2 


56,25 


19NE2 


25N18 25SG 


74.49 


19NE2 


25N18 162OT>li 


81.92 


: -19NE2 


25N18 23CA . 


57.55 


19NE2 


25N18 224dK2 


93.53 


:19NE2 


25N18 :l62GEi 


'7 67 : .3:i- 


1:^19NE2: 


25N18 19CD 


12.59 


19NE2 


251*18 25GB 


55 .64 : 


19NE2 


25N18 190E1 " 


i ;: r26;, : 7f : ' 


25SG 


25N18 162ND1 


48.92 


25SG 


25N18 1610C ; 


67.41 


25SG 


25N18 23CA 


74.24 


25SG 


25N18 2240H2 


87.02 


25SG 


25N18 162CE1 


53.82 


25SG 


25N18 i l^CD ^ 


69.72 


25SG 


25N18 25CB 


21.75 




25N18 190E1 


60.33 


162ND1 




62.58 


162ND1 


25Ni8 162CE1 


16.19 


162ND1 


25N18 19CD 


69 . 87 


162ND1 


25N18 25CB 


43.26 


162ND1 


25N18 190E1 


55.30 


1610 


25N18 2240H2 


98 . 16 


1610 


25N18 162CE1 


78.73 


1610 


25N18 25CB: 


84 . Q3 


23CA 


25N18 2240H2 


36.29 


23CA 


25N18 19CD : 


68.30 


I 23CA 


; 25fll8 25GB 


74\ 55 




25N18 190E1 


77.72 


2240H2 


25N18 25CB 


98.57 


162CE1 


25N18 19CD 


54 .91 


162CE1 


25N18 25CB 


40.63 


162CE1 


25N18 190E1 


40.66 


19CD 


25N18 25CB 


48 ; 94 


19CD 


25N18 190E1 


14 . ©3 


25CB .o 


25N18 : 190E1 


38^ 63 


25SG 


25N19 162ND1 


68.67 


25SG ': 


25N19 1610 


97 . 88 "■■ 


25SG ' 


25N19 25CB 


26.20 


25SG 


25N19 162CE1 


69 .25 


25SG 


25N19 162CA 


69.30; 


25SG 


25N19 162CG 


76 89 


25SG 


25N19 19NE2 


81.47 


25SG 


25N19 162GB 


81.47 


25SG 


25N19 1610 


91.20 


25SG 


25N19 23GA 


80.48 


25SG 


25N19 162N 


79.54 ." 


25SG 


25N19 190E1 


67. 38 


25SG 


25N19 2240H2 


96.97 


162ND1 


25N19 1610 ... 


84.02 


162ND1 


25N19 25CB 


55.97 


162ND1 


25N19 162CE1 


17.34 


162ND1 


25N19 162CA 


46.46 


162ND1 


25N19 162GG < 


15.15 


162ND1 


25N19 19NE2 


86.65 


162ND1 


25N19 162CB 


34.28 


162ND1 


25N19 161C 


76 .02 


162ND1 


25N19 162N 


61.82 
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162ND1 
1610 
1610 
25GB 
25CB 
25CEI 
25GB 
162CE1 
162CE1 
162CE1 
162CE1 
162CA 
162CA 
162CG 
162CG 

19NE2 
162GB 
162CB 
23CA 
19NE2 
19NE2 
19NE2 
19NE2 
184NE1 
184NE1 
184NE1 
184NE1 
i9CD 
19CD 
19CD 
200 
184CE2 
184CE2 
184CZ2 
184CZ2 
184CD1 
25SG 
25 SG 



25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N20 
25N20 
25N20 
25N20 
:25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N26 
25N20 
25N20 
25N20 
25N20 
25C21 
25C21 



190E1 
162CG 
161C 
162CE1 
162CG 

:i62N;.v, ; 
*62CA,. : 
19NE2 

161C : 

;;;i!9:6ei * 

162CB 
162N 

. i6ic ■■' "; 

190E1 
190E1 
161C 
190E1 
190E1 
184NE1 

200 
184CZ2 
190E1 
19CD 
184GE2 
184GD1 
19CG V 
184CE2 
184CD1 
19GG 
190E1 
184CZ2 
190E1 
184CD1 
19CG 
19CG 
25CB 
162ND1 



TABLE Xm 
59.63 16lO 



69 . 81 
8.90 
■ 49 - 5 9 
68.95 
81 . 67 
■ 92v77 
63.58 
69.42 
;: ^93;.28; 
. '42v84 ; ; 
: 20,40 
" i6>68 s 
62.27 
74.24 
27 .73 
: I?'- 44.. 

93 . 88 
^74, : 91.: 
66.71 
61 .92 
92 .74 
25 .29 
51 ; 81 

14.57 
54.80 
69.14 
49.60 
17.37 
74.00 
17.72 
58.12 
44.82 
87.39 
47.27 
34.16 
63.16 



1610 
1610 
25 GB 



25CB 
25CB 
162CE1 
162GE1 
162CE1 
:162GA 
162GA 
162CG 
162CG 
19NE2 
19NE2 
162CB 
161C 
23CA 
19NE2 
19NE2 
19NE2 
19NE2 
184NE1 
184NE1 
184NE1 
19GD 
19CD 
19CD 
200 
200 
184CE2 
184CE2 
184CZ2 
184CD1 
190E1 
25SG 
25SG 



25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N19 
25N1? 
25N19 
25N19 
25N1^ 
25N19 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25N20 
25C21 
25G21 



162CA 
162CB 
162N 
162CA 
19NE2 
23CA 
190E1 
162CG 
162CB 
162N 
162CG 
161C 
162 GB 
162N 

23CA 
2240H2 
162N 
162N 
2240H2 

19CD 
184CE2 
184CD1 
19CG 
200 
184CZ2 
190E1 
2 00 
184CZ2 
190E1 
184CD1 

19CG 
184CD1 
19CG 
190E1 
190E1 
19CG 
25N 
230 



41.35 
49.97 
24.76 
78.03 
60;. 40 
80.10 

31.41 
51; 18 
79.16 
35.79 

-: : 3^:47:. : 

19,86 
49.28 
' ; 51 . 93 :: 
83/06 
30.28 
15.85 
33.48 
16.40 
83.41 
65 .86 
28.13 
92.93 
33.11 , 

41.63 
61.53 

80 . 93 

13.44 

79.82 

46.41 

27.30 

72.23 

68.30 

43.08 

27 . 95 

59.13 

95.53 
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25SG 25C21 25<A 

' ■ ' ';. 25SG " . .; 25C21 i62CEl 
25SG 25C21 190E1 
25SG 25C21 19CD 
25SG 25C21 250 
25SG 25C21 162CG 
25CB 2$C21 25N 
25CB 2SC21 230 
25CB 25C21 25CA 
25CB 25021 162CE1 
25CB 25021 190E1 
25CB 25C21 19CD 
25CB 25C21 250 

25CB 25C21 162CG 

25N 25C21 162ND1 

25N 25021 23C 

25N 25C21 25CA 

25N 25C21 162CE1 

25N 25C21 190E1 

25N 25C21 26N 

' 25N . 25C21 240 

162ND1 25021 25CA 

162ND1 25C21 1610 

162ND1 25C21 190E1 

162ND1 25C21 19CD 

162ND1 25C21 250 

162ND1 25C21 163N 

23CA 25021 230 

23GA 25021 19NE2 

23CA 25021 24N 

23CA 25C21 19CD 

23CA 25C21 250 

230 25021 230 

230 25021 19NE2 

230 25C21 24N 

230 25021 190b 

230 25C21 250 

230 2502 1 25CA 



TABLE Xm 



41.14 


25SG 


25C21 1610 


90.20 


64,32 


.' !25SG 


25021 


24N 


94.43 


78:34 


^5SG 


25021 


162CA 


58.84 


■ ?lr01 


2SSG ; 


25021 


26N 


32; 55 


28.93 


25SG 


25021 


240 


64 .37 


63; 81 


:" 25SG 


25021 163M 


30il8 


;41.43?- 


•25CB 


25021 


162ND1 


• 57>90: 


92.08 


25CB 


25021 


230 


. •;9*; : 39 : : : 




25CB 


25C21 


19NE2 


70. 68: 




25CB 
25CB 


25C21 
25C21 


24N 

162CA 


77.34 
77 . 90 


56.86 


25CB 


25021 


26N 


42 . 39 


26 1 69 


2>CB 


2502 1 


240 ; 


49 . 86 


64:53 


25CB 


25C21 


163N 


55 .35 


98.16 


<25N, • .' 


25021 


23CA 


■ g 9 -54 


50 v 81 


25N 


25021 


230 


54.24 


21. 67 


25N •■' 


25021 


19NE2 


62.10 


85.44 


[ 25N 


" 25021 


24N 


37.13 


: ;:55: : .93;; 


25N 


25021 


19CD 


56.26 


35v66 


25N 


25021 


250 


30: 32 


8 :74 


25N 


25021 


163N 


88.85 


78,14 


162ND1 


25021 


19NE2 


84.09 




162ND1 


25C21 


162CE1 


16.67 


;;:55;^98.: . - 


162ND1 


25C21 162CA 


39.67 


72.99 


162ND1 


25021 


26N 


92.87 


80:82 


162ND1 


25C21 


162CG 


9, 83 


47. 12 


23CA 


25021 


230 


22.59 


35.84 


23CA 


25021 


25CA 


90.84 


61.29 


23CA 


25021 


2240H2 


38.65 


32.44: : 


230A 


25021 


190E1 


87.52 


73;. : 32: 


23CA 


25C21 ; 


26N 


93.91 


97.86 


23CA 


25021 


240 


62.65 


18.06 


23C 


25C21 


25CA 


72.44 


67.14 


230 


25021 ;;: 


2240H2 


52.52 


16.23 


230 : 


25021 


190E1 


85.86 


74.76 


230 


25021 


26N 


71. 38 


76 . 60 


23C 


25C21 


240 


42 .81 


7.4.11 


230 


25C21 


19NE2 


84.69 
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230 25C21 2240H2 

230 ' 25C21 19CD 

230 ' 25C21 25C 

,;• 25CA 25G21 i9NtE2 

r,:;:25GA; 25C21 24N 

*.> : :25CA 25021 162CA 

25GA 25C21 2€N 

[r 25GA; 25021 24C 

j;: : 25CA 25C21 163N . : 

: 19NE2 25C21 2240H2 

19NE2 25C21 190E1 
f;-v;;|?^E2-; 25G21 '^iSttt^'i 

19NE2 25C21 24C 

1610/ 25C21 162CE1 

1610 25C21 162CG 

162CE1 25C21 190E1 

162CE1 25C21 19CD 

162GE1 25G21 : 25C 

162CE1 25C21 162CG 

2240H2 25C21 24N , 

24N 25C21 190E1 

24N 25C21 26N 

24N 25C21 24C 

190E1 25C21 19CD 

190E1 25C21 25C 

190E1 25C21 162CG 

162CA 25C21 26N 

162CA 25C21 162CG 

19CD 25C21 26N 

19CD 25G21 24C 

26N 25C21 25G 

26N 25C21 162CG 

25C 25C21 24C 

25G 25C21 163N 

162CG 25C21 163N 

25SG 25022 25N 

25SG 25022 230 

25SG 25022 162ND1 



i TABLE Xm 








' 51.6? 


: 230 


25C21 


. 24N ; : 


29.95 


90 ; 88 


; ;: r 23o. 


25G21 


26N 


^ 0t.28 


72;9j) 


230 


25C21 


■ . 2 


45.50 


■ 68> 27 


25CA 


25C21 


162CE1 


67.59 


58.61 


: ; 25ca ■ 


25G21 


190E1 


5 b; 41 


95.22 


25CA 


25C21 


*9CD 


57.40 


30 r 73 


25CA 


25C21 




16.57 


29.77 


25CA: 


25C21 


162GG 


84.82 


69.11 


19NE2 


25C21 


•162CE1 


68.48 


93.44 


19NE2 


25C21 


24N 


55.94 


29.51 


i?NE2 


25C21 


19CD 


14 . 63 


96.37 


19NE2 


25C21 


';25c : ;v 


84i. 76 


i : '^' : v : |oJ 


19NE2 


25C21 


162CG 


93 25 


81.0: 


1610 


25G21 


162CA 


35.10 


55.78 


1610 


25C21 


163N 


60,78 


•:43'::.32jf- 


I62CE1 


25C21 


162CA 


:":55-.:7 : : i5; 


'|56;v;63: : :;' 


162CE1 


25C21 


26N 


^8 .80 


74.35 


162CE1 


25C21 


24C 


94 .10 


26.49 


162CE1 


25C21 


163N 


57: 15 


67.70 


2240H2 


25C21 


'•24G 


94 i 80: 


'70v:64^ 


24N 


25C21 


19GD 


60.95 


j4kj52;^ 


;24N 


25C21 




65 . 81 


30.33 


190E1 


25C21 162CA 


98.48 


*5.08 


190E1 


25C21 


26N 


81112 




: : :|SN0E3| ■ 


25C21 


24C 


62.63 


69-7'? 


190E1 


25C21 


163N 


9p; 46 


89.91 


162CA 


25C21 


25C 


87^2 9^- 


30.51 


162CA 


25C21 


163N 


2 8 . 80 


87.36 


19CD 


25C21 


25C 


73 91 


60.95 


19-CD 


25C21 


162CG 


82 63 


15.95 


26N 


25C21 


24C 


j / . • v w- 


95.38 


26N 


25C21 


163N 


O l • £t 1 


35; 55 


25C 


25C21 : 


162CG 


85.16 


58^98 


24C 


25C21 : 


L63N 


94.51 


42 .83 


25SG 


25022 


25CB 


38.49 


68 .14 


25SG 


25022 


25GA 


51.61 


92.70 


25SG 


25022 


190E1 


92 . 24 


54.001 


25SG 


25022 


24C 


76.75: 
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25SG 25022; 162CE1 



25SG 


25022 


25C 


19NE2 


25022 


25 GB 


19NE2 


25022 


25N ; 


19NE2 


25022 


; 25CA 


19NE2 


25022 


i?GD 


19NE2 


25022 


220 


19NE2 


25022 


24C : 


19NE2 


25022 162CE1 


19NE2 


25022 


; - : ,22C 


25CB 


25022 


^25N'- \ 


25GB 


25022 


;-::;2:4N; : : 


25CB 


25022 


190E1 


25CB 


25022 


24G 


25CB 


25022 


24CA 


25GB 


25022 


26N 


23CA 


25022 


23G 


23CA 


25022 


230 


23CA 


25022 


220 


23CA 


25022 


23M 


23CA 


25022 


24GA 


25N 


25022 


23C 


25N 


25022 


24N 


25N 


25022 


19CD 


25N 


25022 


220 


25N 


25022 


23N 


25N 


25022 


24CA 


25N 


25022 


25C 


23C 


25022 


25CA 


23C 


25022 


230 


23C 


25022 


220 


23C 


25022 


23N 


23C 


25022 


24GA 


23C 


25022 


25G 


25CA 


25022 


24N 


25CA 


25022 


19CD 


25GA 


25022 


226 


25CA 


25022 


24C 



TABLE Xm 



62 .63 


25SG 


25022 


24CA 


92.42 


41.17 


25SG 


25022 


26N 


39.32 


90 .81 


19NE2 


25022 


: 23GA 


83.72 


82 i 91 


19NE2 


25622 


23G 


90.92 


85.84 


19NEJ2 


25022 


24N 


75.03 


18.29 


19NE2 


25022 


1SOE1 


36.86 


40.88 


19NE2 


25022 


162ND1 


. 93.79 


82 .04 


19ME2 


25022 


23N 


, ; ^71.12 


77.66 


49NE2 


25022 


:^' : : 24 : CA.:: . 


:;8o;#6 : H 


54.65 


19NE2 


25022 


25C '. 


: 99.55 


47; 57; 


25CB 


25022 


• : ;25GA-; : ' ; 


;;24i.:i|> 


93.92 


i 2 5CB 


25022 


19CD 




55.94 


25CB 


25022 


162ND1 


' ■ ;:S3vQp:i : 


58.84 


25CB 


25022 


162CE1 




78.52 


25 GB 


25022 


:: : 25G- ; : 


'■\ : 26 : .3;7: : -: 


39.92 


23CA 


25022 


25N 


86. 84 


27.45 


23CA 


25022 


24N 


^4 : 0v92V'-: 


40.51 


■: : 23CA' ] , 


25Q22 


19CD 


■ -90^2ifj 


43.20 


23CA 


25022 


:" 24e;. - ; 


75.56 


12.75 


23CA 


25022 


2240H2 


38.92 


55.88 


23CA 


25022 


22C 


29.08 


61.42 


25N 


25022 


25CA 


23.44 


46. 54 


25N 


25022 


230 


61.31 


72 .72 


25N 


25022 


190E1 


69.34 


78.77 


25N 


25022 


24C 


• ;: iiiv2lS:; 


87 . 24 


25N 


25022 


162CE1 


91.85 


30.96 


25N 


25022 


22C 


83.18 


27.52 


25N 


25022 


26N 


31.88 


84.51 


23G 


2S022 


24N 


21.22 


19.47 


23C 


25022 


19CD 


98 .72 


52.92 


23C 


25022 


24C 


50 .34 


34.26 


23C 


25022 2240H2 


55.48: 


31.37 


23C 


25022 


22G 


43.43 


83.00 


23C 


25022 


26N 


74.42 


69.81 


25CA 


25022 


230 


81.49 


70.36 


25CA 


25022 


190E1 


59.53 


96.17 


25CA 


25022 162ND1 


76.96 


34.73 


25CA 


25022 162CE1 


69.68 
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25CA 


25022 


'• 24CA 


54.41 




25022 




13 .77 


25CA 


25022 


**** K:l 


28.59 


.';' ; 2^n; ; \ 


25022 


: ^236 v -.-. 


35.89 


24N 


25022 


19CD 


■ : 79.36 


}>:v;:24n.(. v 




190E1 


90.36 


24N 


25022 


220 


44.09 






f, :;:2 : 4G.: : ":• j 


35.42 


24N 


25022 


23N 


% 40.92 






2240H2 


. 75.53 


24N 


25022 


24CA 


•; : 1j€i33.-: 




25022 


22C 


41.01 


24N 


25022 


25C 






V'25^22]! 


?: ; ':;2;6ij--. • 


69 . 02 


230 


25022 


220 ] 


72.38 




?. v ;2lb22f 


24C 


51 . 99 


230 
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78.81 
30 .72 
75.01 
76.69 
64.04 
57.39 
60.17 
18.19 
29.99 
78.42 
84.22 
51.72 
31.75 

47 .81 :;: 

15.87 

29.39 

78.01 

37.26 

57.25 ;. .: 

54.21 

85.45 

68.24 

67.47 

89.14 

76.35 

47. 09 

72.97 

59.41 
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TABLE Xm 



66N 


25C38 


65N 


48 . 17 


66N 


2563 8 


' :2;6<:g:, ; ' : : 


48.12 


660 


25C38 


26CD1 


61.41 


660 


25638 


•• 65Gi? : -.'V:' 


56.61 




25C38 


26GB 


46.70 


660 


25C38 


65N 


87.28 




25C38 


26CG 


50.49 


26CD1 


25C38 


65C 


48.65 




25C38 


230 


40.99 


26CD1 


25C38 


2240H2 


85.80 




25C38 


26GB 


32.92 


26CD1 


25C38 




f S :59v4t 


?26Cpi 


25C38 


26G0 


15; 33 


, 656 • 


25C38 


•f 236. 


; ; ; ; ;)62;.:2W 


65C 


25G38 


2240H2 


75.31 


65G • 


25C38 


::2;6Gli-;^ 


70.46 


§6SG:yK 


25C38 


!V,65n: ; ; • 


30 .67 


65C • . 


25C38 




55.38 




• 25G38 


2240H2 


47.84 


230 


25C38 


26CB 


69.70 


230 


256*8 


;:- ; 65N : . : -i 


46; 94 


230 ; 


25C38 


/:2 ; 6cg:^; : : 


55.26 


1610 


r : '25G3;8- 


2240H2 


93.60 


2240H2 


25G38 




44.65 


26CB 


25G38;; 


65N 


90.52 


26GB 


25638? 




18.20 




;:25C38, : 


26CG 


72.50 


66N ' . ; 


25039 


26CI>i 


65.73 


;66N 


25039 


65CA 


47.24 


66N 


25039 


: : ;65C$;Vr 


22.10 




25039 


660 


47.99 


66N 


25039 


236 


95.16 


66N 


25039 


26CG 


65.86 


66N 


25039 


■ 26CT ;: >/ 


78.81 




25039 


26NE1 


58.35 


: 66N 


25039 


; ;66CJtV' 


14^64 




25039 


66C 


34.63 


66N 


25039 


65N ; 


57;39 


166N 


25039 


650 


22.72 


66N 


25039 


It&ti. ■ 


95.35 


;.:6:6n : . 


25039 


26CD2 


57.58 


26CD1 


25039 




77.50 


26CD1 


25039 


65G 


65.28 


26CD1 


25039 




80.81 


|26e?b|(; 


25039 


230 


52.52 


26CD1 


25039 


26GG 


:, 2P;44 


26CD1 


25039 


26 GB 


42.80 


26GD1 


25639 


ZiSiG: '■ ;| 


: :;.91:,26k 


26CD1 


25039 


26NE1 


14; 54 


26CD1 


25039 


66GA 


:;: 62:.;36 : 


:2:6(3?iv 


25039 


66C 


69.41 


26CD1 


25039 


65N ; 


74:38 


26C151 


25039 


26N 


: 49.70: 


26CD1 


25039 


656 


61.20 


26GD1 


25039 


23C 


59 .40 


26GD1 


25039 


26GX 


47.75 


26CD1 


25039 


2240H2 


98.62 


26CD1 


25039 


26GD2 : 


17vll ' 


65CA 


25039 


65C 


25.89 


65CA 


25039 


660 


94.13 




25039 


230 


66.29 


65CA 


25039 


26CG 


92.00 


65CA 


25039 


26NE1 


63.11 


65CA 


25039 


66CA 


61.64 


65CA 


25039 


66C 


81.81 


65CA 


25039 


65N 


12.36 


65CA 


25039 


650 


27.30 


65CA 


25039 


23C 


72.79 


65GA 


25039 


2240H2 


56.03 


65CA 


25039 


26CD2 


82.72 


65C 


25039 


660 


70.06 


65C 


25039 


230 


78.02 


65C 


25039 


26CG 


73.56 


65C 


25039 


26 GB 


92.36 




25039 


26NE1 


53.27 


65G 


25039 


66CA 


36.02 
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65C 


25039 


66C 


56; 60 


- ; ^5fcV 


21039 


' : >;'6:50;:,'' 


4.12 




: .j 25039' 


2240H2 


81.45 




2503? 


, 26GG 


65.04 


660 


•; : :25039 


26NE1 


84.63 


660 : 


25039 


66C 


15.25 


..•:66on 




650 


70.58 


660 


25039 


26CD2 


63.97 


f. 230 ; 


■::'125<53:9::- 


26CB 


88.75 


■•" : 2ibK" 


25039 


26NE1 


46.88 


230 


25039 


26N 


69.90 


. /230- ': 


25039 


:r : : 23t;':' ' 


9.35 


230 


25039 


2240H2 


48. 87 




* 25039 


26CB 


23.44 


?2€CGl ; 


25039 


26NE1 


33 . 09 




25039 


66C 


56,85 


-26CG 


25039 


26N 


42 . 86 


26CG>; 


;>2503? : i: 


p3Cv 


77 .26 


26C0 


::4;2;|p39 : :; 


26CD2 


9.50 


26CB 


25639 


26NE1 


56.36 


■ 26CB 


2|039 


66C 


56:61 


26CB 


2503? 


650 


89.29 


; :26CB : - 


25039 


26CX 


17 . 14 


25SG 


25039 


26N 


48.14 


25>SG 


25039 


' 26CX 


62.98 


25SG 


25039 


26CD2 


98 . 66 


26NE1 


25039 


66C 


71.02 


26NE1 


25039 


26N 


63 . 22 


26NE1 


25039 


23C 


55.32 


26NE1 


25039 2240H2 


88.14 


66CA 


25039 


66C 


20.82 


66CA 


25039 


26N 


98.43 


66CA 


25939 


26GX 


83.32 


66C 


25039 


65N 


'91.92 


66C 


25039 


650 


56 , 59 


66G 


25039 


26CD2 • 


53.53 


65N 


25039 


23C 


60.74 


65IJ 


25039 


26CD2 


82.99 



LEXDI 

65C 25039 65N : 35.32 

65C 25039 23C 86.65 

65C ; 25039 26CD2 Ulvl;! 

660 25039 26CB M 0$ 

660 25039 66CA 35.35 

66O 25039 26N 91.09 

66O 25039 26CX 73.00 

23o 25039 26CG 71.55 

230 25039 25SG 73.57 

230 25039 65N 54.73 

230 25039 650 75.20 



23 b 


25039 




;82>73 


236 


•25039 


#26ot2-;; 


69.59 


26CG 


25039 


25SG 


. •• 90.54 


26CG 


25039 




57.23 


26CG 


25039: 




.91.62 


26CG 


25039 


: W$£ 


69.92 


26CG 


^2503:9: 


26CX 


33 .37 


26CB 


2503? 


y^i25SG;.;:::- 


80 . 06 


26CB 


25039 


66GA 


: :V-y '. : V X: ; . : 


26CB 


25039 


26N 


34.26 


26GB 


25039 


: : - : ;23G^r-. 


92:06 


26 GB 


25039 


26CD2 


31.88 


25SG 


25039 




;-^65^# ; 


25SG 


25039 


2240H2 


85.27 


26NE1 


25039 


66CA 


58<87 


26NE1 


25039 


65N , 


59.89 


26NE1 


25039 


650 


49.16 


26NE1 


25039 


26CX 


62.29 


26NE1 


25039 


26CD2 


26.49 


66CA 


25039 


65N 


71.23 


66CA 


25039 


650 


■ 35.;7sT 


66GA 


25039 


26CD2 


50.40 


66C 


25039 


26n ; . 


90,87 


66G 


25039 


26CX 


73,34 


65N 


2503 9 


650 


35.54 : 


65N 


25039 2240H2 


46.37 


26N 


25039 


23c : 


68.72 
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. 26N 


25039 


■ 26CX: 




25039 


/,23je.. : : 

26CD2 


23C . 
26CX 


25039 
25039 


2240H2 
26CD2 


... ' 25 SG 


25N40 


y 23t> : : ; 


./. 25SG 


25N40 


;:;-23G:0.' 


25SG 


25N40 162CA 


25SG 




ZoL.uX 




25N40I 


i62CA 


2#OH2 


25N40 


230 


224GH2 


25N40 


■■:23#:':--: 


2240H2 


25N40 


26CD1 


Q-;23Gii:i- 


25N40 


,/;23%tT 


:;: ; ; j23t> ; : ; 


25N40 


25CB 


65CA 


25N40 


'.::23^:;... 


65CA 


25N40 


26CD1 




25N40 


25CB ; 




25N40 


:';25iB- :: 


23CA 


25N40 


25GB 


162CA 


25N40 


: 25CB 


25SG 


25N41 


23G 


25SG 
25SG 


25N41 


25N 


25SG 


25N41 
25K41 


1610 ;. 
25CA 


^230:j.v 


25N41 2240H2 


23G 


25N41 


23CA 


230 ' •• 


25N41 


25N 


236 


25N41 


65CA 


230 


25N41 


25GA 


: ;-23;0:, ^::':: 


25N41 


23N 


2240H2 


25N41 


23CA 


2240H2 


25N41 


65CA 


2240H2 


25N41 


23N 


23C :,: 


25N41 


25GB 


23C 


25N41 


24N 


23C 


25N41 


26CD1 


23C 


25N41 


26N 



TABLE XDi 



18.10 


26N 


25039 


L26CD2 


51.68 


84.01 


650 


25039 


22-40H2 


81.91 


60.44 


,'.;23G: 


25039 




83.51 


45.98 


23C 


25039 


2 6CD2 


76.48 


42.86 


25SG 


■y-2506 : 


1610 


86. 06 


74.10 


25SG 


25N40 


■IjS&yy:- 


85.73 


68.83 


25SG 


25N40 




76^96 


56.65 


25SG 


:2$N40 


25CB 


6;. 53 


72.41 


1610 


25N40 






33.97 


*6io; 


25N40 


2 5CB . 


y^MilUu 


52; 97 


2246H2 


: : 25N40 


: '}^|# :: : 


57. 51 


49 .02 


2240H2 


: 25N40 


23CA 


35.43 


85L10 


: :23pV 


25N40 




51.31 


13.96 


\*236^::r 


25N40 : 




.. :'29;;87 : 


68.50 


' - 230 


y'ppMB : 




37.36 


62.89 


l:. : ::6 : 5p : :y ■ 


25N40 


23CA 


68.80 


48.33 


161C 


S2 : 5^4;p;; : -; 




29.53 


90.88 


'• : -.23g| ; -' 


25N40 


23CA 


18.22 


62 . 59 


23C 


\;2;5i^o;i': : : 




49.62 


70.43 


23GA 


2$Np 


26CD1 


67.09 


62.21 


25GB 


25SJ40 


■ 26(201 


70 . 23 


99.66 


25SG 


25N41 


" 25Gfi;f;CV 


18 . 83 


49 .91 


25SG 


•::; : 25^§:: 


:-;:24Nv^l;} 


8:6.40 


75 . 97 


25SG 


' ;25N4i; 


26GD1 


82.58 " 


32.30 


25SG 


: 25N41/;: : . 




41.60 


68.49 


230 


25N41 


:23iG/ : :. : 


20 . 89 


42.41 


230 


25N41 1 : 


: :^5jGB-' •. ■ 


89.72 


55.16 


230 


25N41 


24N • • 


28.91 


55 .11 


230 


25N41 


26CD1 


40 .72 


71.69 


230 


25N41 


26N 


66 61 


44.84 


2240H2 


25N41 


23G 


fit 7Q 


48.09 


2240H2 


25N41 


2 : 4n.'- : 'v 


78.14 


60. 11 


2240H2 


25N41 


26CD1 


98 .71 


46.92 


23C 


25N41 


23CA 


25.44 


82.83 


23C 


25N41 


.25N0 


49.85 


13.60 


230 


25N41 


65CA 


73.63 


59 . 09 


23G 


25N41 


25CA 


67.43 ; 


73 .57 


23C 


25N41 


23N 


27.92 
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T^LEXm 





... Z DIMSIX 






23CA ; 


25N41 


25N 


68.21 






. Z4N 


;33> 15:;, 


^: 23&A 


25N41 


65CA: . 


SOv 89 




OEM/ 1 


ZOLJJJ. 


^83 . 00;; 


: 23GA . 


: - : ':;:2 ; 5N4i- 


25GA 






ZDN41. 


2 ON 


• . di^j- ■ a ^ ■'• 


:^23GA ^ 




'j;23N; x 


v' : %'si 




z orv 4 x 




. JA ^ o A .. 


. 2 5 CB 


25N41 


24N 


' 6?V27 


AJvD 




JL pxU . 


•:; : /: :: 9p.;.v2.8::- 


. ■ 25CB 


25N41 


26CD1 


80.97 




OCXTA1 


2pCA 


ley 50 


25CB 


25N41 


26N 


41.33 




ZON41 


2JN 


95, 93 


25N 


25N41 


24N 


36.95 




ZSN41 


2oCDl 


, ; - .57:. 65x, 


25N 


25N41 


25GA 


: i::.17;.'6i : - 


ZDrJ . 


25N41 


26N 


34 . 79 


25N , 


:;:i;25N4li ; ; 


23N '■: ... 


69; 91 


O il XT 

Z<IN 


2 5N4 1 


65CA 


83 . 83 


24N 


25N41 


26CD1 


59. «4 




• :-.fi'C'XT-il 1 

25N41 


25CA 


54 .36 


24N 


25N41? 


26N 


64.38 


Z sirJ 


25N41 


v2:3|J:-, - 


35 .;3iiA : . 


: 65GA 


,|25N4;*>; 


26CD1 


V-5|;.i&i 




25N41 


26N ; 


90.57 


l; ; :65C2A ; ..' 


:25N41 


23N 


82.10 


2oCDl 


25N41 


•• : 25^:-;.:x;:: 


64.68 


1 .§6jiD£, : 


25N41 


; : ;2'6n;: : 


: 41-23 




25N41 


23N ; 


85.46 


25GA 


25N41 


26N 


29,42 


2oCA 


25N41 




85.82 


26N 


25N41 


23N 


99 .68 




25N42 


<56N 


49.20 


660 


■v : 25N4;2^..; 




85.32 


PPM 


2oN42 


66G 


14; 31 


660 


25N42 


65C 


66.36 


OOU: 


25N42 


66CA 


34i57 


660 


25N42 


67CE2 


59,50 


O DIM 


zoN42 


65CA 


37; 29 


66N 


25N42 


66G 


37.91 


66N 


25N42 




17 .17 


^66N 


25N42 


66CA 


18.36 


66K 


2SN42 


67GE2 


79.25 


V.65C» ; 


25N42 


66C 


75.14 


65CA ; 


25N42 


650 


21.61 


:x65GA. ; ;; : ; 


25N42 . 


66CA 


\ ; 5s i: 24;:; 


660 


25N42 


65C -ii 


54.69 




25N42 


66CA 


21.22 


66C • 


25N42 


67CE2 


55.45 


65C 


25N42 


66CA 


34 .04 


65C 


25N42 


67CE2 


88.07 


66GA 


25N42 


67CE2 


63 .12 
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' '•/ TABLE XIV 

Table of angles between atom^ of the inhibitor and protein for 

all protein atoms within 5 Angstroms of the inhibitor , ';t^S) : -H^i*-"- , ..: i . 

[ (1-benzyloxycarbonylam^^ 

N: r - (N^benzyloxycarbonyl-L-leu 



Atom 1 Atom 2 


Atpm 3 


Angle 


Atom 1 


Atom 2 Atom 3 


Angle 






184CG: 


19,63 


184GB 


4 3V. J. 


1 QAf\ 


; 37,95 






|iii|G|2j| 


33.99 


184GB 






43 . 05 


i,o.%i«p - 




188C01 


\ 60 : 59 


184CG 




io40 


56. 47 




OCpiVt 


184CD2 




184CG 






33.19 


1 flirv: 


. :-4JVi':.- 


188CD1 


\ • 68 ,63 


1S4Q :■' 




184CD2 


71,92 


X04U ; 




184CE3 


78,3? 


1840 




lopCDX 


■ • 69;15 




,.AdVl ;, 


184CE3 


17.41 


184GD2 






62.78 




O Cirri 


188CD1 


48.96 


1840 




1 1 0 il /^Q 

1q4Co 


47.37 




■ Z JV_Z ■ . 


184C 


14; 60 ■ 


1840 


2 5C2 


184CG 


67.03 


1 a art 


i .:OC>"«j'i::- 


184CA 


•;: ; |5|09V: 


1840 


25C2 


lo4CDz 


79.86 




: : :*>:t>i'o': : :' 


184CD1 


72.22 


1840 


25C2 


loNDz 


51.81 


104LO 




^:iiB4C; :; : ; f : : 


' ' 37,41 


184 GB 


25C2 


184CG 


20.57 


1 aim 

X04LB 


; .'>'e;r«'j:- ; : 


184CA 


21.23 


184CB '. 


25C2 


184CD2 


32,66 


X04V.D 






31.54 


184GB 


25C2 


18ND2 


83.90 






184CG 


55.27 


184C 


25C2 


184CA 


21.27 




■ '"■'"iK'/rio 

«3.V*;:- : 




69.82 


184G 


2 5C2 


184CD1 


58.47 






18ND2 


5i; 06 


184GG 


25C2 


184CA 


35.04 


104v.li 




184G02 


16.66 


184CG 


. ' 25C2 ■ 


184C01 


15.49 


1 OA r*r* 


2 5C2 




93; 96 


184GA 


25C2 


184CD2 


50.81 


184CA 


25C2 


184CD1 


37 .24 


. 184CA 


25C2 


18N0D2 


62.72 


184CD2 


^25C2V ; 


184C01; 


26:96 


184CD1 


25C2 


18ND2 


86.49 


1840 


2*C3 


184CB; 


45 .92 


1840 


25C3 


184CA 


37; 85 


1840 


25C3 




17.54 


1840 


25C3 


18001 


72.66 


1840 


25C3 


184CG 


67,51 


1840 


25C3 


184CD1 


78.54 


1840 


25C3 


18ND2 ; 


59.83 


1840 


25C3 


18CG 


62.25 


1840 


25C3 


184GD2 


77.25 


184CB 


25C3 


184CA 


23.15 


184CB 


25C3 


184C - : : 


38.05 


184CB 


25C3 


180D1 


86.49 


184CB 


25C3 


184GG 


21.78 ' 


184CB 


25C3 


184CD1 


36.65 


184CB 


25C3 


18ND2 


94.41 


184CB 


25G3 


18CG 


86.35 


184CB 


25C3 


184CD2 


32 .23 ' 


184CA 


25C3 


184C 


22.46 


184CA 


25G3 


180D1 


63.82 


184CA 


25G3 


184CG 


37.27 


184CA 


25G3 


i84Gpi 


42.13 


184CA 


25C3 


18ND2 


72.53 


184CA 


25C3 


18GQ 


63.26 


184CA 


25C3 


184CD2 


51.60 


184C 


25G3 


18001 


61,36 


184C 


25C3 


184CG 


57.47 


184C 


25C3 


184CD1 


64.57 


184C 


25C3 


18ND2 


57.87 
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TABLE XTV 










2563 

.:-:25C3;' : 


18GG 

; : yi|4C^:; : 


- : :'54 
91 


,50 
.25 


184C 
180D1 


25G3 
25C3 


184GD? 

I8dnirn 


70 19 
7Q OA 

i y . m :3f O 




2 5G3 


18ND2 


31 


V05:,; 


180D1 


2563 


18CG 


i c no 


164CG 


25G3 


184GD1 


':"; : :i ; 8 v ' 


#8^ 


184CG 


25C3 




2> 0 V J -7 


184CG 


25C3 


184CD2 




> ; 20V 


184CD1 


25C3 


18GG 


oo.oo 


184CD1 


25C3 


i$4CD2 


"■2:7: 


095 


18ND2 


25C3 


18GG 


\C AC 


:; : i^40i5l v 


: : ' : ^564.::: 


•-l84^ : :;-.; : ; 




.46 


184CD1 


25C4 


184 GB 


J3 « D Z 


■^I84Cpi-' 


•\i25C4. 


i8oi>i 


[}■ 11 


.64 


184CD1 


25C4 


200 


po > x o 




" 25C:4: : :x 




■■ 39 


.47 


184CD1 


25C4 


1 84NE1 


. Ay • / D 


p84tDi;; 


; .:;25G4- : ' 


184CD2 


^28: 


,36 


184CD1 


25C4 


1840 




184CDi 


25G4 


i84GEi2 


25.97 


184CG 


25C4 


184GB 




%84GG 


:-'?SG4; : : 


180D1 


84 


.29 


184CG 


25G4 






184CG 


<25C4-, 


: >;^aiNEi:,;/ 


%29: : 


.37 


184CG 


25C4 




lw • OP 




::.;25G4::':' 








184CG 


2564 


184GP!> 


"'•9 '-de 


184CB 


25C4 
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20v80 


67CD1 


2 503 7 


67CE1 


2;r. ; ; iop; j 


67CD1 


25G37 209CO2 


54.83 


67CD1 


25C37 


,-66ei: :; : '='■;:. 


65.41 


67CD1 


25C37 67CG 


16.96 


67CD1 


25C37 


67CZ 


32.06 


67GD1 


25C37 67CA 


45 .91 


67001 


2SC37 


68SD 


86;51 


67CD1 


25C37 68CE 


;::88>92^ 


67CD1 


25C37 


67N ' 


53^96 


67CE1 


25C37 209CD2 


57.96 


67CE1 


25C37 




77,24 


67CE1 


25C37 67CG 


32.77 


67CE1 


25C37 


67CZ 


16.58 


67CE1 


25C37 67CA 


64.93 


67CE1 


25C37 




69:10 


209CD2 


•'25C3.f ::;^4^Bv.^ 


54.20 


209CD2 


25C37 


67CG ; 


69.67 


209CD2 


25C37 67CZ 


"j : :74;,22!: 


209GO2 


25C37 


67CA - 


82.39 


209CD2 


25C37 68SP 


72.35 


209CD2 


2 503 7 


68CE 


: 57.34 


209CD2 


25C37 67N 


98 <27 


209CD2 


25C37 1600 


99 .57 


' 66G 


25C37 67CG 


48.46 


66C 


2 503 7 


67CZ 


70 .63 


660 


25C37 67GA 


31.4? 


66G 


25C37 


68SD 


76.55 


660 


25C37 163CB 


93.59 


66c 


2 503 7 


68CE 


96.76 


66C 


25C37 67N 


14.69 


134CB 


25G37 


685D 


73.29 


134CB 


25C37 163CB 


' 66.42 


134CB 


2 503 7 


68CE 


52 . 90 


134CB 


25C37 160O 


70.87 


67CG 


25C37 


67GZ 


36.23 


67GG 


25C37 67CA 


f; : 32 : .41^ 


67CG 


25C37 


68SP 


83 .13 


67GG 


25C37 68CE 


91.57 


67CG 


25C37 


67N 


37.47 


67CZ 


25C37 67CA 


67,51 


67CZ 


25037 


67N 


66.38 


67CZ 


25C37 1600 


95.75 • 


67CA 


25C37 


68SD 


57.53 


67CA 


25C37 i63CB : 


92.22 



<rM> 



WO 97/16177 



PCT/USW17512 



67CA 


25C37 


'• 68CE 


73.28 


67CA 


25C37 


67N 


17.05 


68SD 


25C37 




43.37 


68SD 


25C37 


68CE 


21.25 


68SD 


■'. 2SC37 


6?N ] 


68.73 


163CB 


25C37 


68GE 


46.72 


163CB 


25G37 


67N 


95.05 


68CE 


25C37 


67N 


87V13 


660 


25C38 


26CB ■ 


65.13 


660 


25C38 


66G 


6 .46 


660 


25C38 


26CA 


86.69 


660 


25C38 


■ 26N 


98.55 


660 


: 25C38 


68$D 


86.25 


660 


25C38 


26GG : 


•' 59 .16 


660 


25C38 


26CD1 


64;. 07 


;.;;:;66jp : :{;. 


25C38 : 


^6N 


' 34 .26 


660 
660 


25C38 
25C38 


67CA 

; ::J : 6#::;;r; : 


29.20 
18.99 


,,#660'.' '. 
163CB 


25C38 
25C38 


67N 
26GB 


14.41 
81.15 


163CB 


... 25c;|8 


: ^2j5SG::J ; ': 




:-,163GB>: 


25C38 163N 


37.84 


163CB 


25C38 


26CA | 


60; 80 


; -,l63GB^; 


25C38 


26N . 


60.85 


163GB 


25C38 


: i-63|A'f;;: 


18,86 


163 GB 


25C38 


68SD , 


54 .22 


163 GB 


25C38 


; ; 2;£$g : \ ; 


' .,.-?5;.i4i"' 




25C38 


162C 


48 .20 


26GB 


25C38 


v25S0! : v 


80.09 


■:..^26|b;:.;. 


25G38 


; :: 66C> ':■ 


58.81 


26CB 


25C38 


/^GA : C' 




26GB 


25C38 




35.93 


26CB 




^ ; 63CA:::" : ' 




26CB 


25G38 


68SD 


66.22 


26GB 


25C38 


: .. : '26GG: ; '';:- 


18.06 




25C38 


26C01 


: ' 34.61 


26CB 


25C38 


66N 


. V : 65;.:47: : . 


26CB 


25C38 


67CA 


61.54 


26CB 


25C38 


67N 


; >,-56^77 f : ' : 


26CB 


■■, : 25G38-- : 


66CA 


58.47 


25SG 


25G38 


i63Ni: 


: -55V?8j;: 


25SG 


25G38 


26GA 


68.25 


25SG 


25G38 


26N 


'. - ; 47:^87r 


25SG 


25C38 163CA 


68.75 


25SG 


25C38 


■ iecG;;::; 


73.64 






26CD1 


61.85 


25SG 


25C38 


v'.$6N:-'v : ;- 






25C38 


162C 


60.63 


163N 


25Ci$ 




87 .46 


■: : 163N ; : : '--. 


■ 25C38 


.^26N: } : / 


76.37 


163N 


25G38 


163CA ' ' 


: 20 .53 


163N ' 


25C38 


68SD 


89.44 


163N 


25C38 162C 


12.27 


66C . 


25G38 


26CA . 


80.45 


66C 


25C38 


26N 


92.09 


66C 


25C38 


68SD 


84.88 


66C 


25C38 


26CG 


■ 52.75 


66C 


25C38 


26GD1 


■ 58 .32 


66C 


25C38 


' 66N 


32.59 


66G 


25C38 


67CA 


29.60 


66C 


25C38 


67N 


12,87 


: 66C 


25C38 


66CA 


15.91 


26CA 


25C38 


26N 


20.39 


: '^|6Ca'- v , 


2503 8 


163CA 


77.00 


26CA 


25C38 


68SD 


62.23 


>.-2.6Ia^' 


25C38 


26GG 


":34i.72 ' 


26CA 


25C38 


<26CD1 


45; 79 


26CA 


25038 


66N 


84.74 


26CA 


25C38 


67CA 


78.68 


26CA 


25C38 


67N 


77.24 


26CA 


25G38 


66CA 


79.85 


26CA 


25C38 


162C 


99,66 


26N 


25C38 163GA 


72.27 


26N 


25C38 


68SD 


79.71 


26N 


25C38 


26CG 


39.78 


26N 


25C38 


26GD1 


42.14 


26N 


25C38 


66N 


85. 55; 


26N 


25C38 


67GA 


97.07 


26N 


25C38 


67N 


92.29 


26N 


25C38 


66GA 


86.55 


26N 


25G38 


162C 


87.67 


163CA 


25C38 


68SD 


68.96 


163CA 


25C38 


162C 


29 . 60 


68SD 


25C38 


26CG 


83.61 


68SD 


25C38 


67CA 


57.57 


68SD 


25C38 


67N 


72.28 


68SD 


25C38 


66GA 


98 . 54 


68SD 


25C38 


162C 


96.25 
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zoGG 


25C38 


': : X'-^:'^j»i"p4'<i':---'--' 
;;:-::2:PGDli:;: : : 


17.49 


26GG 


25C38 


66N : '; 


50.02 


2bCG 


•• -;25(J3:8;:: 


.-. .'^•irAi'i'v 

V : :: : .6;7CAv;: : : : 


65.74 


26GG 


25C38 


J57N 


55.48 


2pCG 


:•• 25C38 


• ' 'A A Aii ' 

• ;: ;.;6 ; 6GA--i;;:;;-- ; 


- • : .4':7:-'l4 


26GD1 


25G38 


v 66M:.' 


43,47 


zoCDl 


25C38; 


::;;i:.::6;7;GA;;:;:;;;: 


78.32 


26GD1 


25cl38 


v"€»7N^ ■ 


64v92 




25C38 


; , : ;66GA: : 


x47(.51 


' 66N •. 


25S38 


67GA 


62.18 


ire kt 

DON: 


25C38 




: -:';45 .30 :. 


;■ 66N 


25G38 


66CA 


17. 02 


o7GA 


2 5G3 8 


• 67N: - :: 


il7 . 03 . 


67GA 


25<r38 


|6CA 


45v35 




25G38; 


; :'; ; 66CA : . : V;: : : 


; ; ;'.28'i38/ 


65CA ■ 


25C39 


66H 


38.23 


65CA 


25G39 




77 . 80 


65CA 


25C39 


65G . 


20.22 


65GA 


; 25C39 


•\::2'6GD1 : >:::' 


57.59 


65CA 


25C39 


65N 


12>:86 


65CA 


25G39 


;•; 5 3'Q,' 


51.79 


65GA 


25C39 


66CA 


49,23 


2 5SG 


25G39 


1610 :; 


71.00 


25SG ■: 


25C39 


26CD1 


64.51 


25SG 


25G!39 




75.18 


25SG 


25C39 


230 


59.23 


aa m 


25C39 




39.58 


66N 


25C39 


65C 


18.09 


PON 


25C39 


: 26<|DJ! 


47.02 


66N 


25C39 


, 65N 


50; 53 


66N 


25C39 




71.29 


66N 


25C39 


66CA 


11,02 


660 


25G39 




57.60 


660 


25C39 


26CD1 


57,39 


660 


; :: 'i;5G^ : 9;i:;- 


S5N ; ; 


89.89 


660 


25C39 


230 


96,66 


- a ■ a 
660 


25(S39 




28.57 


1610 


25G39 


161C 


12.79 


650 


25C39 


26CD1 


48.36 


65C 


25C39 


•:V.6:SN:-;, 


i: ; :32^45;; 


65G 


25C39 




59.69 


65C 


2SG39 


66CA 


29,05 


2 6CD1 


25G39 


65N 


60.85 


26CD1 


25C35 


230 


40.56 


26CD1 


25C39 




47.30 


65N 


25C39 


230 V: 


44.53 


65N 


2509 


; 66GA.- .* 


61.43 


230 


25C39 


66CA 


77.82 


66N 


250*0 


65GA 


49.46 


66N 


25O40 


26CD1 


65.76 


66N 


25O40 ■■• 


65G 


23 . 27 


66N 


25O40 


660 


49.28 


a a%* 

66N 


25O40 


66CA 


14.40 


66N 


2 5O40 


26CG 


63.42 


a, a%* 

66N 


25040 


65N: 


61. 07 


66N 


25040 


26NE1 


58.78 


a- fu 
66N 


25O40 


66C 


34 .$3 


66N 


25O40 


230 


92.25 


A A»Y 

66N 


25040 


26CB 


74. 00 


66N 


25040 


650 


24.57 


65CA 


2 504 0 


26iCDl 


79.08 


65CA 


2504 0 


65C 


; 27.14 


65CA 


25040 




98.43 


65CA 


25O40 


66CA 


63.57 


•c c a» » 

65CA 


25O40 


;26CG 


90; 14 


65CA 


25O40 


65N : 


13.53 


65CA 


25640 


26NE1: 


63.17 ■ 


65CA 


25O40 


660 


84.39 


65CA 


25040 


': : 2 ; 3Q : ;''. :; :;'' 


63 . 91 


65CA 


25O40 


650 


28,53 


26CD1 


25040 


65C 


65 .35 


26CD1 


25040 


25SG • 


80,06 


26GD1 


25040 


660 


:;75; isi : 


26CD1 


25040 


66CA 


61,87 


26CD1 


250*0 


,'.2;6ciG^ 


17.43 


26CD1 


25040 


65N 


76.84 


26CD1 


25046 


26NE1 


16.20 


26CD1 


25040 


6^C 


66.92 


26001 


25040 


236 : 


50 .:44 V 


26GD1 


25040 


26GB 


36,73 


26Cbl 


25040 


650 


60.57 


26CD1 


2504 0 


26N 


42.40 


65C 


25040 


66Q 


72,49 


65C 


25040 


66CA 


36:77 


65C 


25040 


26QG 


70 .55 


65G 


25040 


65N 


37.88 


65C 


25040 


26NE1 


52.57 


65C 


25040 


66C 


57 . 85 
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: V25O40 


230 


74.40 


65C 


25040 


2 6 GB 


86:99 


/:|s£i# 




I 650 ; ;vV 


4.93 


|K25sd- 


25040 


2(5CG 


• v'.|2v ! 3:| 


25SG 




; ; : 2;6tIEi\: 


; ; : C. 8 9^:52) 


y : ;25SG: ' 


25O40 


230 


' 68;^i 


25SG 


25040 


; V:2||M' ' 


75^26: 


l:: :; ::25SG 


25040 


. 2 6N 




660 


25040 






X660 ' 


25040 


26CG 


. 6 0 i l 5; 




25O40 


: "/26iiii :r - 


82.09 


i ; ';§660 • 


25040 


''•66ci 


15^20 


•;potK: 


//2;50*P/ 


^6CB^/ 


51.97 


660 


25040 


650 


73.07 


660 


25O40 




81.84 


66CA 


25040 


26GG 


55.19 


;:66ca 


25040 




•74.60 




25O40 


26Nf 1 


59.26 


66CA 


gi^lo? 


66C 


/■;2i'.ll 


;: : ;.:;66CJAV 


25O40 


230 


.' 98 V28 




25040 


: : -'-:26p : :£ : y 


62.10 




25O40 


650 


37li02 


66CA 


25046 


26N 


91; 86 


26CG 


25O40 


: 65N 


90.75 


:26CG 


25040 


:i26NEl 


31.46 


: 26CG 


25040 


66C 


54.19 


^6CG.-' ' 


25040 


; : /230/:; : v/ 


67.47 




25O40 


26 GB 


20.67 


;26CG: : : 






66,40 


26CG 


25040 


26N 


38V44 




25O40 


26NE1 


60.66 




25040 


66C 


95.71 


65N 


25O40 


230 


52.18 


65N . 


25O40 


650 


; 37.84 


2(5Ni| 


2 504 6 


•"■; : 66c... 


70.37 


26NE1 


25O40 


230 


42.57 


26NE1 


25040 


26CB 


51.93 


26NE1 


25O40 


650 


47.64 


26NE1 


25O40 




57.31 




25O40 


26CB 




:€€G:/'; ; :| 


25040 


• : 65b\,' /• 


58.10 




25040 


26N 


83.81 


230 


25O40 


;,26ct':--' ; - 


83.39 




25O40 


650 


70.59 


230 < 


25040 


: ; 2|^'/; ; 


67.33 


£v| 6jGB : - :: 


25O40 


650 


83.51 


■26<EB : :;: "'' 


25O40 


::- ; 26N,:'- 


31.46 


ig25SG :; ;: 


25N41 


1610 


86.79 


25SG 


25N4i 


16*0 


87.19 


25SG 


25N41 


230 


62:77 


25SG : 


25N41 


66N 




>i ; 6fo// 


25N41 


161C 


■ 11 ; .:62V 


65CA 


25N41 


230 ■ // 


51.79 


:- : : ; 65GA : , ' 


25N41 


65n 


■?t$5|i:5j9' 


:65GA,; 


25N41 


66N 


29 . 14 


230 


25N41 


65N 


44 .44 


230 


25N41 


;: ; 6«J,/ ;/ 


64 . 51 


65k 


25N41 


66N 


44.25 


25SG 


251742 


230 


85.08 


: V -{25SGC 


25N42 


23CA 


98.91 


25SG 


25N42 






25SG 


25N42 


1610 


78.66 


25SG 


25N42 


';-2jtt:--. ; :. 


15.26 


25SG 


25N42 


25N 


39;74 


25SG 


25N42 


:><26CP1:: ; , 


63.71 


25SG 


25N42 


24N 


. 72 .85 


2301V/:- 


25N42 


i ;23dA;; / 


37.86 


230 


25N42 


23G 


■ 18/24 


230 


25N42 


65GA 


60.94 


230 


25N42 


25CB 


79.36 


230 


25N42 


65N 


52 .05 


230 


25N42 


25N 


48 33 


230 


25N42 


26CD1 


43.36 


230 


25N42 


24N 


25.15 


23CA 


25N42 


23C 


22.71 


23GA .' 


25N42 


65CA 


87.12 


23GA 


25N42 


25CB 


85:89 ■ 


23CA 


25N42 


65N 


70.74 


23CA 


25N42 


25N 


. 60. 69 


23CA 


25N42 


26GD1 


80.64 


23CA 


25N42 


"24N;;;/ ;:: -i 


29.02 


;'::23G-v 


25N42 


65CA 


77.61 


23C 


25N42 




74;;03 


L ; 2 3G • " 


25N42 


65N 


65.78 


23C 


25N42 


:'25N.\ 


44.16 


23C •. • 


25N42 


26CD1 


58.52 


23C V 


25N42 


2M :.\ 


11 .74 


65CA 


25N42 


65N 


18.58 
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65CA 


25N42 


: :>;25Nf 


■ 98.97 


65CA 


25N42 


26CD1 


51.99 


65CA 


25N42 


j 24N 


86 .08 


1610 


25N42 


25 GB 


84.39 


25 GB 


25N42 


:25N 


31.12 


2 5CB 


25N42 


26CD1 


68.91 


25CB 


25N42 


24N 


62.41 


65N 


25N42 


;25n' . : 


97; 62 


65N ■ 


25N42 


i; 2 <5ci>i 


•. 59.56 


65N 


25N42 


im 


r';7 ; 6-;|2: 


25N 


;;25N42; 


26CD1 


■ 50.78 


25N 


25N42 


24N 


; 33 : ;i8 


26CD1 ' 


25N42 




57 .77 


660 


25*143 


66N 


. 50y46 


660 


^25N43'*. 


: f :;66e(\ 


15. 63 


660 


2SN43 


66CA 


35-78 


660 


25N43 


: ; ; -::'6;5e^v-,iV 


83.97 


660 


25N43 


.■ ; 65C-\ ; . 


66.03 


660 


25N43 


; : i:67GZ ; i ; : 


75. 44 . 


660 


25N43 


67CE2 


67:55 


660 


25N4-3 


67CE1 


68.04 


660 


25N43 


67N 


16-30 


66N ; 


25N43 


6 60 


39.54 


66N 


25N43 


66CA 


■19^49: 


66N 


25N43 


65GA 


35 ,70 


66N 


25N43 


650 




66N 


•v25N43 : :.' 


67CE2 


84.94 


66N 


|5N43 


67N 


47.36 


:66C : .v 


)25N43 : .-:' 




21 .89 


66C 


25N43 


65CA 


•75,04 


66C 


25N43 


;65G' ; 


55; 08 


66C 


25N43 


67CZ . 


" $ 72v67:: 


66C 


25N43 


67CE2 


61.03 


66C 


25N43 


67GE1 


69.65 


66C 


25N43 


67N 


'.v : -.!e;^3::;. 


66CA 


25N43 


65CA 


54 .94 


66CA 


25N43 


65C 




66CA 


25N43 


67CZ 


83v41 


66CA 


25N43 


67CE2 


68.23 


66CA 


25N43 


67CE1 


85.39 


66CA 


- : :?:5S43:v' 


67N 


28.69 


65CA 


. : :^5|li3: : ; 


650 


21.08 




25N43 


67N 






25N43 


67CE2 


93.39 


650 




67N 


62.65 


67CZ 


25N43 


67GE2 


16.72 


67CZ 


25N43 


67CE1 


16.22 


67CZ 


25N43 


67N 


64.53 


67CE2 




67CE1 


28.45 


67CE2 


25N43 


67N : , 


5.3..:S3j 


67CE1 


25N43 




61.03 
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Table of angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 2- (N- (3- 
benzyloxyberizoyl H -2 • - [N' - (N-benzyloxycarbonyl-L- 
leucinyl ) ] carbohydrazide . 



Atom 1 


Atom 2 


Atom 3 


:; Angle 


Atom 1 


Atom 2 


Atom 3 


Angle 


184001 






39.64 


184CD1 


25C1 


184CG 


20.72 




■ 


1840 


79.67 


184CD1 


; : : ;25Cl 


180D1 


92.08 


184CD1 


2 SCI 


184CA 


45.35 


184CD1 


25C1 r 


184C 


65.97 


184CD1 


25C1 : 


.-: 18CG 


95.35 


184CD1 


:;;25C1 . 


200 


95.11 


184001 




' : ;i.8"4i^l : :;:'' 


15.46 


184CD1 


25C1 


184CD2 


28.37 


184CB 


25C1 


184CG 


22.78 


184CB 


25C1 


1840 


43.71 


184CR 


iSGl 


18001 


91.44 


184CB 


25C1 


184CA 


22.80 


184CB 


25C1 


18MD2 


86.39 


184GB 


25C1 


184C 


35.31 


184 GB 


25C1 


18CG 


84.04 


184CB 


25C1 


184NE1 


51.55 


184CB 


25C1 j 


184CD2 


34.26 


184CG 


25C1 




66.36 


i84CG 


25C1 


184CA 


38.32 


184CG 


25C1 


184C 


56.18 


184CG 


25C1 


18CG 


98.73 


184GG 


:-::25Glvr: 


184NE1 


29.35 


184CG 


25C1 


184GD2 


15.76 
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25C35 


2340H2 


54.58 


67CA; 


25C35 


67N 


17.55 


U:;6j7CA;: , 


25C35 


1^8^%W 


- 31.22 




|25<:35 


67G 


15.46 


67CA 


25C35 


^67gz;-;v; 


70.81 


67CA 


25C35 


67GD2 


42.99 


67GE1 


25C35 


: ; ::67GG.: ; : 


36.15 


1 67CE1 


■■:25G3;5 ; 


67CB 


56.18 


' ? 67CE1 


25G35 


209CG 


81.63 




25C35: 


66C 


81.58 


v:;;e7CEii ; 


25C35 


2340H2 


73.50 




25C35 


67N 


73.49 


67CE1 


25C35 


68N 


96.98 


67GE1 


;25C3S: 


67C v.; 


86.96 


67CE1 


25C35 


67C2 


11,55 


67CE1 


;;;|5G35 y: 


67CD2 


33.63 


•:67 ; GG/'' : 


25C35 


:67CB; 


21.11 


67CG 


25C35 


209CG 


95.25 


67CG 


25C35 


66C 


53.96 


6 7CG f 


25C35 


2340H2 


55.92 


67CG ■ 


25C35 


67N 


40.77 


;^po. : '" :;: 


25C35 


68N 


62.93 


67CG 


25C35 


87C- /: ; : : 


51.10 


67CG,-; 


2SC35 


67C2 


;v34v%V :; 


67CG 


25G35 


67CD2 


11.75 


: :^gb:.;; : 


25G35 


68SD 


;' ; .84yl3; . 


6 7 CB " ■ 


25C35 


209GG 


94.85 


67CB 


25G35 


68CE 


92.04 


67GB 


25C35 


66C 


48.06 


67CB C'r 


25C35 


2340H2 


•:-4;3;y66 .■>:■. 


67GB ' 


25G35 


67N 


32.31 


,67^B^;:;:: 


25C35 


68N 


41.83 


67CB 


25G35 


67C 


30.89 


67GB 


25G35 


67GZ 


55.30 


67GB 


25C35 


67CD2 


30126 


68SD 


25C35 


209CG 


■ 86^31 : ' 


68SD 


25C35 


68GE 


23.56 


68SD 


25C35 


66C 


84.14 ■ 


68SD 


25C35 - ; 


2340H2 


65;58 


68SD 


25C35 


67N 


• 81V24^ . 


68SD 


25C35 


134CB 


74.35 


68SD 


25G35 


68N • 




68SD 


25C35 


67C 


:< 56.14 



W097/16177 



PCT/USW17512 









TABLE XV 








209CG 


25G3 5 




63.48 


209CG 


XJUJJ 


2 3 4 OH 2 


55.92 


209CG 


2'5f*3 5 


1 3 «i6tv 


53.71 


209CG 




- 68N ; 


^92'-.:;87 


209CG 


75^35 


6 76? 


93.16 


68GE 


;•• ;2 ; 5^G3t:5- 


2340H2 


. 58^851 


68CE ' 




: 67M 


99.75 


68CE 


•: 25G35 


|134GB : .• 




/■••:68CE:' : ": : 


2 5£*3 5 


6 AM 


54.84 


68CE 


25C35 


:: : : ;;67C; : v" -v. 


, 70:76 


• : ::;V66G,-J-: : 




9 34fSw9 


88.09 


66G 


25G35 


67N 


; 16^^8 


• 66C- : -. X; ' 


.4fa JW«J -J 


68N 


57.38 


66C 


25G35 


: ;::67Cr: • 


42 . 97 


6 6€;' : ; ::: I 


25P35 


67>*7. 

O / W4L#- 


72. 32 


66C 


25C35 


];:i:t57Gli2-- ; . 


4^v^P 


2340H2 




67N 


71.60 


2340H2 


'•,.;:-25G3;o-:. 


134GIB 


98.59 


2340H2 


R25C35 




41.88 


?340H2 


25G35 


-67C . ^ 


48 . 67 


2 3 40H2 


•••V 4b W W WW 


6767/ 

• " * W4Li 


80.56 


2340H2 


25G3 5 


67CD2 


67 i 67 


: ;:-''67N- 


- •• 46 WW W J 


6ftisr 


46.13 


67N 


25G3 5 


•: : : : : : .67^ : ;: : 


30.25 


67N- 


25C35 


6762 

- W:r.y<i 


66.52 


67N 


25G35 


• y : : :67CI)^ • 


3? . 87 




25C35 


. v / w 


16.06 


68N 


25C35 




97.13 


68N 


25P35 


676T17 


71. 07 


67C 


25G35 


•:'. : :--fe7;GZ : -. •' 


84^80 




25^35 


67riSo 


57.44 


67GZ 


25G35 


67GD2 .. 


27 .50 


1610; ! ¥ 


aJvJ W • 


9 5QO 
45 wwlar 


73.45 


1610 


25C36: ; 


,1:6.1 G 


9. 23 


1610 


25C: 3 6 


1 63 m 


54.83 


25SG 


25G36 


.;161G ; : ;; : 


78.40 


2!5S(3 


25636 




99.90 


25SG 


25C36 


26CD1 


; 71 .50 


25SG 


25P3 6 


163M 


45.03 


25SG 


25C36 ; 


26G6 


68.53 


66b :v. : ' ; 


25P36 


66M 


37.32 


660 


25C36; 




^8.43 


660 


-«iwww«j 




49.39 


660 


25C3 6 


260B : : : 


3$. 54 


l|lG,: : - : -'-; 


:.4G» WW WV 


1 6 3M 


;52, 99 


66N 


25G36 : 




31,50 




25P36 


9 6r*TYi 


39-27 


66N ; 


25G36 




55.35 


65GA 


■.4&WV J V 




45.88 


65GA 


25G36 


;'-2^CB;v; : v v '; ; 


73^66 


26CD1 


25636 


«PLO 


29.63 


163N 


25C3i6 


26CiB 


7^.5$ 


66N 


4- W w W / 


6r6iY 


42.38 


66N 


25037 


660 




66N 


25037 


ARC 


19.40 


66N 


25()37 


6|CA 


14 .:20 


66N 


^ JvJ / . 


6 6 6 

QOw :. 


33.73 


66N 


2 5Q3 7 


26CP1 


46.03 


66N 


* /. 


ODvi 


50-68 


66N 


25037 


; '640v : . 


71,48 


y.yu 


>jUj / 




60 . 88 


66N 


•••i5d37 : -;,: 


; :2 : 6CjG:!', ; 


. ••47--;75';-' 


65PA 




boQ 


87.59 


65GA 


25037 


'•65G : ^ : ^V 


:i|:.08 


65GA J • 


25037 


66CA 


56. 55 


65CA 


25037 




75,97 


65CA 


25037 


26GD1 


55.04 


6SGA 


25C>37 


65N 


8.31 


65CA ■ 


25037 


640 


33.61 


65CA 


25031 


26CB 


84.88 


65CA 


25037 


26CG 


67.58 


660 


25037 


65C 


65.32 


:;6j60 v ;.| 


25037 


66CA 


32.98 


660 


25037 


66G 


•;i3ts-2:-.. 


660 


25037 


26CD1 


56.53 


660 


25037 


65M ; 


95.80 ! 
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660 


25037 


26 GB 


40.45 


660 


25037 


'■:>} 26CG 


44-04 


' : .6 : 5C : :;: . 


25037 


66GA 


33.51 


65C 


25037 




} S3: 13 


• : ;:: : :65 : e-, ; :- : 


25037 


26CD1 


48.33 


65C 


• 2503^ 




31.35 


65G ' 


25037 


640 


52.95 


65C 








65C 


25037 


26CG 


56.09 


1610 


25037 


25SG 


57.00 


66CA 


25037 


66C 


19.92 


66CA 


.25037| 


^;i6GDl..i 


50.28 


66CA 


25037 


65N 


64.84 


66CA 


• 25037 


% r ? 


84.47 


66CA 


25037 


26 GB 


56.17 


66CA 


25037 


26CG 


47,05 


66C 


25037 


26CD1 


■ 55.02 


■ 66C '■■ 


25^371 


B.-65N-#.; 


64.27 


; • 66C/;.v 


25037 


26CB 


47.54 


: 66C 


: 25037 


!: ;i::26GG:; ; ;-;' 


45.65 


f 2 6CD1 


25037 


25SG 


70.87 


• • : 26CD1 




\> |6|»;r.;:: : ' : ; 


59.66 


26GD1 


25037 


: 646 


86,49 




25037 




31.10 


26CD1 


25037 


26CG 


•'••l5V:0f: : 


■ 


"-V : 25dif; : 




64.40 


25SG 


25037 


26CG 






;:;2503:7|: 


640 


27.18 


65N 


25037 


26GB 


90.35 


65N , : 


25037 




73.15 


26CB 


25037 


26CG 


17,30 




;;25N3;8;> 


161g: • , 


6.07 


•51610: " : 


25N38 


162CA 


: 37.32 


1610 : 


^25N3lB| 


163N 


66.42 


1610 


25N38 


162N 


19;53 


:; i610:p-: ; 


V :^51l|d-$ 


162G 


50.16 


1610 


25N38 


161CA 


13. S 8 




•■^5N3j| 


; ; i ; 4pBf : ^ 


91.46 


'<:2SSG 


25N38 162CA 


69.08 


25SG 


: 25N38t 


;i63Ni-:,; 


53.99 


25SG ' 


25N38 


162N 


87.78 


25SG 


25N38 


.' : 25G^U : - ; 


2.51 


25SG 


25N38 


162C 


65.56 


25SG 


25N38 


; :i"$3lBv- - 


56.74 


161C 


25N38 


162CA 


34.04 


161C 


25N38 


163N 


61.45 


161C 


25N38 


162N 


,;i5y3;9 :: ; . : 


161C 




; l62G;- : ; ::, : - : -- 


45.21 


161C 


2 sm 8 


161CA 


14,75 


161C 


25N38 


0.63GB ; 


85.67 


162GA 


25N38 


163N 


32.71 


162GA 


, 25N38 


162N 


18.81 


162CA 


25N38 


25CB 


71 .19 


162CA 


■ 25N38 162C 


18.79 


162GA 


25N38 


161CA 


48.73 


162CA 


25N38 


1,63GB 


62,05 


163N 


25N38 


162N 


47:03 


163N 


25N38 


^ : 25CB' ' 


56,49 


163N • 


25N38 


162C 


16.27 


163ti 


,::25N3:«| 


16iGA: 


74.28 


163N 


25N38 163CB 


29.78 


162N 


25N38 


;i:2;5GE>v :: " 


89.84 


162N 


25N38 


162C 


30 .82 


162N 




161CA 


29 .96 


162N 


25N38 


163CB 


73,48 


25CB 


25N38 


162C 


68.00 


25GB 


25N38 


163 GB 


56,75 


162G •• 


25N38 


161GA 


58.33 


162C 


25N38 


163CB 


43 . 86 


161CA 


25N38 163GB 


95.28 


25SG 


25N39 


1610 


88.31 


25SG 


' 25N39 


230 


88.64 


25SG 


25N39 


25CB 


14.83 


25SG 


25N39 


23G .'. 


82.58 


25SG 


25N39 


161C 


85.92 


25SG 


25N39 


25N 


41.66 
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25SG 


25N39 


23CA 


91.29 




25N39 


25CA 


24r 80 


2SSG 


25N39: 


' 162GA. : 


58.01 


;.161(5 : v;- : 


■'-A25N|^: 


••: )25CB';' : V- 


• go IP 


*6ib 


25N3? 


l6iG : 


v '3V40i/ 










230 


: 25N39 


25GB 


77.70 




2 5N3 9 


23C 


• oo 


230 


25N39 


65CA 


50.70 


: 230 


25N39 


25N 




•• 230 \ 


25N39 


23CA .... 


29; 83 




; - ; :' :; ' :: 25Ni9:' 


••• : '.'25C3V;:::-. ; 


61 85 


■ 2&EB$: : : 






69 .66 ■ 




25N39; 


161C -"V 


97 02 


::;25eBc 




^;-25Nr. ■ 


• : :':;^i:> : 35' ; " ; 


■ : :-25CB;;:': 


;X: : : : i2 : 5N39i' 


: : 'x : 23 : GA : ; : -; 


76 81 


::: ;2SgB :: ? 


V : :; :: |5N3> : :: 


, :: :25GA:.- ; 


16,71 




25N3S 


162GA 


58 .20 


.;l23C ; :;r 




|:' : : ; 65CA ; <; 




23C 


25N39 




41v89 


v : -:23e;;;; 


: ; ; : : 25N3 : ?.; 


,:;::f3bA 


H18.46: 






i ; ''25GA-.- 


58 51 




25N39 




28.91 




^5N39 


;/. : <25N : - : 


88.24 


'" : .;65GA : ":; 


25N39 


■ ::: 23GA- : .^ 


73.18 


V'.; ::; 25N::--'; : : : : 


25N3$ 


23CA 


54 84 


25N 


25N39 


:-:25GA' : '':: 


16.92 


: > ; 25N^.:^ 


25N39 


1 62CA 


99 14 




25N3? 


; 25CA.- ; ;^ 


: 69 y 81 


25GA 


fi ;: 2:SM-9" 


162GA 


82 61 


1600 


25N40 


1610 yi 


83.18; ■ 


^16.0O^i:':: ; '. ; 


;;25N40 


161C 


65 67 


160O 


25N40 


161GA 


44.841 




25N40 


160C 


14 22 


160b 


25N40 


16 IN 


30 . 23 : 




25N40 


162N 


67 90 


1610 






1.J • JU 


xOlU 


25N40 


161CA 


38 .54 


1610 


25N40 


iteoc 


72:>40 


;:::l6i6:' : ; : ;',: 


25Nia 


16 IN 


54.55 


1610 


25N46 


162N 


56;72 


;l|lG:>v^; 


i^40 


161CA 


23.35 


161C 


25N40 


160C 


53 . 79: 


161C 


25N40 


16 IN 


35.96 


i6 : ie)-:; ; . : ; 


25N40 


162N . 


13.14 


161GA 


25N40 


16 OC 


35.76 


161CA : 


25N40 


161N 


19.52 




25N40i 


162N 


31.98 


160C ; 


25N4P 




17.87 


leoc^:;,::; 


25N40 


162N 


54139 


WIN 


25N40 


162N 


37.86 
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Table of angles between atoms of the inhibitor tod protein f or 
all protein^ 5 Arigstroxtis of ) the inhibitor 4 V[n- 

( (phenylmethoxy) carbonyl] -L-leucyl] -1- IN- 
[ (phenylmethoxy) carbonyl] -fc-leueyll^3 : ^ 



Acom jl 


a coin z 


' _At'Oro :: '";.3:y: : 


Angle 


Atom x 


Atom z 


Atom 3 ■' 


Angle 


1846 


25C1 




70.91 


1840 


25C1 


184CG '. 


59 


.71 


1840 ; 


25C1 




40 .07 


1840 


!25C1 


18 4CA 




.41 


1846 


: 25C1 • 


160D1 


-Sit 11: 


1840 


::'25Gl/.' : - 


184C 


14 


.14 


:l84qa;; ; ; ; 


25C1 


184NE1 


85.23 


1840 


25C1 


184CD2 


70 


.75 


184CD1 


• 25C1 


184CG 


Mb.26 


184CD1 


25C1 


184GB 


34.36 


184CD1 


' 25C1 




39.63 


184CD1 


25G1 


i8dbi 


88 


.02 


184CD1 


25C1 


184C •• 


58.65 


184CD1 


• ' : 25ei : .-.-- : 


184NE1 


■ 15 


.36 


184CD1 


25C1 


184Gb2 


26.43 


184CG 


25G1 


184CB 


19 


.78 


184CG 




184GA 


•:33;.. 68 


184CG 


,;55G1 : .;-; 


18<WD1 


90 


.72 


184CG 




184C 


50.19 


184GG 




184NE1 


27 


.27 


184GG 


'■:;2$Gi;;; 


184GEi2 


15.55 


184GB 


25C1 


184CA 


19 


.99 


184Ci 


25C1 


180D1 


77>76 


184fcB 


^25ClM ; 


184C 


31 


.92 


184CB 


25C1 


i^4NEl 


i6;53 


184CB 


25G1 


184GD2 


' 31 


.52 


184CA 


25C1 


180D1 


r 58.36 


184CA 


25C1 


ljB4G 


19 


.14 


184CA 


25G1 




I ^54 : :;''76;:' 


184CA 


25C1 


184CD2 


48 


.54 


180D1 


25C1 




48. 87 


184C 


25C1 


184NE1 


73 


.60 


184C 


25G1 


184CD2 


63 . 42 


184NE1 


25G1 


184CD2 


26 


,12 


200 


• 25C2 v 


■ V ><• •; • • • 


^'"'•liS- 36 


20O 

• WW 




21MF9 


67 


.96 


20O 


25G2 


20N 


38.80 


200 


25C2 


2 OCA 


32 


.93 


200 


25C2 


19CG 


52.37 


200 


25C2 


180D1 


81 


.91 


20G 


25C2 




65.62 


20C 


25C2 


20N 


33 


-58 


20C 


25C2 




20.23 


20C 


25C2 


19CG 


62 


.24 


20C 


' 25C2 


180D1 


73 .06 


21NE2 


: 2SC2 


20N 


97 


.72 


21NE2 


". 25C2 ; 




79. 83 


184CD1 


25C2 


2 ON 


95 


.12 


184CD1 


25C2 


'I9a3 : r ^ 


: V ; ::55 ; : 67 . 


184CD1 


25C2 


180D1 


86 


.02 


184CD1 


25G2 


184NE1 


16.52 


184CD1 


2 562 


184CG 


16 


.21 


184GD1 


25C2 


%i4GA : -; ; : ; 


36.11 


20N 


25C2 


2 OCA 


19 


.09 


20N 


25C2 


19CG 


44.54 


2 ON 


25C2 


180D1 


43 


.33 


20N 


25C2 


184CA 


81; 17 


2 OCA 


25C2 


19GG 


60 


. 59 


2 OCA 


25C2 


180D1 


53.05 


2 OCA 


25C2 


184GA 


98 


•88 
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19CG 


>;25G2 • 


180D1 


66.67 


19CG 


25C2 


184NE1 


60s 03 


•• :.19.CG 


; J 25C2:; 


184CG ■ 


69 .53 


19GG 


25C2 


184CA 


': : : ; : 62:.;53 


: ifopi 




;;;184G(5 ; : : ::.; : 


83.94 


180D1 


25C2 


184CA 


53.91 


184NE1 




:;;184CGV . 


: 27.27 


184NE1 


25C2 


184CA 


52.47 






; : |1;84ga :: ;; : 


30 . 07 


20O 


25G3 


21NE2 


68,98 


; 260 




•'< 26c ;y.<\" 


.■ : c;i2y7;4;-- 


200 


2SG3 


19CG 


;i : : : '52>;30 


j^O^bM 


25C3 


:;;||9ci^- ; - 


v 62 : 76 


184CD1 


25G3 


il8 : 4NEl;;.- 


.••..;.19:43 


184CD1 


|25G3 : : 


19CG 


57.07 


184CD1 


25C3 


184GG 


15.46 


184CD1 


25C3 


184CE2 


27.70 


184CD1 


25C3 


; ;:X;19Gf ; .:.f;:- ; 


51.26 


184NEi 


25C3 




64.69 


184NE1 


25C3 


184GG 


28.26 






;vi||lGi2J : ; 


15.28 


184NE1 


25C3 


19CD 


52.93 


21NE2 


25C3 




62 . 81 


20C 


25G3 


19CG 


59.85 


20C 


25C3 


19CD 


: 72 .69 


19CG 


25C3 


■i84CG:\ : ;-;; 


69.91 


19CG 


25C3 


184GE2 


79.68 


19CG 


25C3 


19CD 




184CG 


25C3 


y;i84ilE2: : :;:-' 


27.82 


184CG 


25C3 




66.23 


i84e£2.; 




v?:il9l^;;^ 


68,19 


184NE1 


25C4 


184CD1 


21.40 


184NE1 


25C4 


J184GE2 : ^ 


20.66 


184NE1 


25C4 


184CG 


31.78 


184tj|l 


25C4 


1840)2 


31.15 


184NE1 


25C4 


184CZ2 


34.27 


184CDi 


i : ':25G4 : ; 


184CE2 


34.03 


184CD1 


25C4 


184CG 


18.28 




:: : 25G4;;. 


184CD2 


31.27 


184CD1 


25C4 


184CZ2 


51,25 


184CE2 


25C4 


184GG 


. 32:35 


184CE2 


25C4 


184GD2 


•^:8 : v?86: 


184CE2 


25C4 


484CZ2 


17.60 


184CG 


25G4 


184GD2 


:: lf?32l 




ills*.' 


184CZ2 


49.25 


184CD2 


25C4 


184CZ2 


32; 53 


184CE2 


25C5 


184NE1 


21.44 


184CE2 


25C5 


184CD2 


21.99 


184CE2 


25C5 


184CD1 


35.25 


184CE2 


25C5 


184CG 


36.03 


184CE2 


25C5 


184CZ2 


17.88 


184CE2 


25C5 


184CE3 


33.85 


184CE2 


25C5 


i84CB: 


53 . 93 


184CE2 


25C5 


184CH2 


/-28 ; ;ii: 


184CE2 


25G5 


184CZ3 


34.04 


184NE1 


25G5 


184032 •: 


35V23 


184NE1 


25C5 
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66CA 


91.39 
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66N 


97,52 
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14 .08 
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60ND2 
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67CE1 
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66G 


25C;2 
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25C3 
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25C3 


65C 
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39.05 


66CA 
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31.60 


66CA 


60ND2 
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67CG 


63.85 


66CA 
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60102 


62 . 06 


650 


; #|N'- : 'i :; 


68.16 


66N 


67CE1 


83.45 


66N 




31.58 


66N 
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46.44 
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60ND2 


65.42 


65C 


67CG 


93.66 


65C 


60ND2 


88.93 


67CE1 


67GG 
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66C 


44.34 


60ND2 
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35.75 


66C 
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15.93 


67CG 




17.88 


650 


66N 
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65GA 


28.80 
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610D1 


68.40 


65C 
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18.49 


65C ; 


65GA 


16.90 
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85.63 




67CE2 


75.24 


>«6.CAo; 


65CA 


50.05 
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67CZ 


76 .99 
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75Vi0 
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35.97 
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J:)liG: : ^; 1 ;. 


58,50 
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45.40 


25C2 
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: :6|GG;.:: ; . 


99/l9 


25C3 
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650 
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650 
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61CG 
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65C . 


91.97 




^0L4 


oXN 
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61CG 
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33.78 
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56 .14 
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87 .08 
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610D2 


36.30 


OXCJd 
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65C 
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61CB 


:25G4 ;; '- 
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35.38 


OXLD 


. ^OU4 


•• pliJA 
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25C4 


66CA 


87.99 






oow 
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80.49 


plpB 


25C4 


600 


47.22 


OILD 




o5CA 


o4.13 


610D1 


•;:::2 : 5C4;,- 


! 610D2 ' 


33 ; 84 
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49 . o 2 


olQDl 


25C4 


61GA . . 


39.25 


OiUUl 




puc 


48.15 


610D2 


:-?:25G4; ; ' 


65C 


97.59 
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pXN 
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610D2 
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49.40 
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25C4 
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60C 
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600 
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75.90 


61CA 


25C4 


60c 


30.75 


Kir** 


25C4 


65CA 


67.27 


66CA 


25C4 


66N ■ 


17.65 


ooCA 


25C4 


60C 


69.36 


66CA 


25C4 ■ 


65CA 


45.82 


DOM 


25C4 


60C 


75.84 


66N 


25C4 ■ 


65CA 


28.52 


.puv. 


25C4 


^ C 'Vi m 

65CA 


82 > 21 


610D1 


25C5 
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61N 
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86.61 
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57.24 
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25C5 
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63.97 
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6lib-;.:V; v ;i 


75,74 
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25C5 
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60C 
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25C5 
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' 60b 


15.46 
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590 
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19.60 


60CA 
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59C 


30 .68 


60GA 


25G6 
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90.52 


6 OCA 


25C6 
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58.49 


60GA 


25G6 


61N 


31.11 


6 OCA 
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61CG 


70.16 


60ND2 


25C6 


60C 


55.78 


60ND2 


25C6 


59C 


49.33 
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25C6 
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25C6 
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60ND2 


25C6 


61N 
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650 
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;-65Q; : ^/ 


25C6 


61CG ■ 
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25C6 
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25C7 
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36.78 


:650;:V 
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20,13 
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25C7 
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20.16 
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2508 
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650 
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66N 


2508 
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670H 
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640 


51.51 
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54 . 47 


6 *0 f;;J 


25C9 
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640 
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65C 


76.22 
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93.42 
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67N 
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25031 


26CD2 


30.74 


26CB 


25031 


650 


94.86 


26CD1 
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; 26CD1 


25031 
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26CD1 


25031 


66CA 


65.15 
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65CA 
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: 26CD1 
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50.53 
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26CA 
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21SGD1 
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25SG 


86.23 


26CD1 


25031 


i||26irei'. 
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26CD1 


25031 


67N 


77.85 




25031 


163CB 


97.88 


26CD1 


' 25031 


: . 26CD2 


24.53 


26CD1 


25031 


1^56^. : 


61.57 


66C 


25031 


26GG 


66.43 


;i:;6||r:'. 


25031 




24.43 


66C 


25031 


:^:5lf-:':i: : 


61.60 


66c ; 


§25031: : 


;;::^5GA.; 


84.54 


666 


25031 


. 2^GArV 


88.49 


66C 




t;l26NEl 


74.51 


66G 


25031 




8.31 


66C; :; \ r 


25631 


•26CB-2 


58.54 


66G 


25031 


650 


5€.49 


;^J2|el:'-'V 


25031 




61.97 


26CG 


25031 


■ 65g;,-' : . 


72.65 


• , : :26"gc;--.; 


' ;:: 2i503Ji ; :: 


65CA 


81.58 


26CG 


25031 




45. 87 


26CG 


25031 


26CA . 


37.48 


{; 26GG • 


25031 


' : 25^G::; ; V- ; 


92.89 




; -?2^63i> 


26NE1 


29.02 


26CG 


25031 


•:;67|r;-.::i: 


621 96 


26CG 


25031 


slews';. 


84.79 


26CG 


25031 


26CD2 


9.01 


26CG 




650 


72.10 


66CA 


25031 


■-"■65CV ; ; 


37.55 


; 66CA 


25 63* 


::; ; :6;5jeAj "" 


60.47 


66CA 


25031 


/2:6GA : :/ ; ,'; 


94.80 


66CA 


25031 




58.06 


66CA 


25031 


67N 


;:;-3 : kf6t ! : 


66CA 


|2j|03£ : : 


26CD2 


52.97 


66CA 


25031 


650 ••;..> 


32.59 




25031 


65CA 


22.96 


65C ■ 


25031 


26NE1 - 


:.";5p : ;IM;' 


65C 


25031 


67N •• 


68.57 


;65e: ; - 


25031 


2€tt)2 . 


65.66 


65C 


25031 




5.21 


J s ck . 


25031 


26NE1 : 


53.45 




;:-2503:i; 




91.50 


65CA 


25031 


26CD2 


77.14 


-• j ^5M-- 


L!256ii- 


650 ; : : 


28.05 


26N 


25031 


26CA 


20 . 41 




25031 


>25SG :: : ' : : 


49.78 


26N 


25031 


26NE1 


60.51 


. ; 


25031 


i63CB • 


48 .83 


26N 


25031 


26CD2 


54.87 


' 26CA 


25031 


25SG 


67 .76 


26CA 


25031 


26NE1 


61.63 


;h:26ga: : JI 


^2 : 503;1!:-: 


67N 


81.48 




25031 163CB 


47.51 


26CA 


25031 


26CD2 


45.43 


25SG 


25031 


2 6NE1 


93 , 17 


25SG 


25031 


163GB 


52 .44 


26NE1 


25031 


67N 


^75.15 


26NE1 


2S03* 


26GD2 


27.61 


26NE1 


25031 


656 


51.59 


67N 


25031 


26CD2 


55.84 


67N 


25031 


650 


63 . 57 


163CB 


25031 


26CD2 


92 .09 


26CD2 


25031 


650 


64.59 


25SG 


25N32 


1610 


82.28 


25SG 


25N32 


230 


84 .49 


25SG 


25N32 


26CD1 


88.80 


25SG 


25N32 


26N 


50.25 


. 25SG 


25N32 


25GB 


9.66 


25SG 


25N32 


25N 


39.55 


■ ■ 25SG ' 


25N32 163N 


46.38 


25SG 


25N32 


26Gb 


79.05 


'■ 25SG 


25N32 


16 ic 


82.48 


25SG 


25N32 


236 


74.25 


1610 


25N32 


25 GB 


91 .92 
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1610 


25N32 


163N 


57.92 


1610 


25N32 


161C 
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:U25N32 
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32.94 


65CA 


25N32 


/-23p;v 


48; 76 


65CA 


,;'\2 : 5nI2; 




:':52}.3i : 




25N32 


26N.' 


: :: ,t94;'4l 


65CA 


25N32 


*-.:-25N::-/ . 


92:. 40 




25N32 


65C 


17.26 




251132 


660 


67.39 




25N32 


26CB 


78.37 




25N32 


23C i 


60.93 


66N 


25N32 


230 >• 


68.51 


66N - : 


r 25N32 


26CD1 


41. 20 


66N 


25N32 


26N 


79; 04 


V66N-;r 


:: :: ;::2;5N3:2 : : 


::v ; 2:5Nivr';:- 


94 . 92 


66N 


25N32 


■:;\65Gt 


15.81 




25N32 


660 


35.14 


. 66N ■■■ 


25N32 


:; : .;26GB> ; : 


53 US 




25N32 


a:Z3C;- V- 


31.78 


■ !-:23oc.;": 


25N32 


26CD1 


46.25 


;: ' ; |230'; : 


25N32 


<26N?;V' 


67; 84 


230 


25N32 


25GB ! 


76.13 


230f 


25N32 


25N 


47.96 


'• ; 230 : :.:.:; 


25N32 




59*32 




25N32 


i'::660;':'^ 


;' -^ : 28" 




; 25N32 


: v26GB.;: 


■ 75;73 




< >; 25N3 : 2;: : 


23C 


13*32 


26CD1 


25N32 


26N: ■ 


•42^44* 


26CD1 


25N32 


25 GB 


79.55 


26CD1 


25N32 


25N 


54.01 


26CD1 


25N32 


65C 


45.85 


26CD1 


25N32 


•:.66o : ' v. 


57 .60 


26CD1 


25N32 


26CB 


31.68 


26CD1 


25N32 


23C 


55 .94 


26N 


25N32 


25CB I 


42.72 


■•■:i6NH-.-. : 


25N32 


;v;25Ni- : ;' : : 


t33;v34; 




25N32 


|65c 


87i (51 
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25N32 




74.76 




25N32 


163N 


67 ; 13 


26N 


25N32 
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30^37 




25N32 
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25N32 
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25N32 
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25N32 
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92 .10 
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66.78 
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25N32 
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25N32 


26CB 


60 . 55 
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25N32 


23C 


41.68 


65C 


25N32 
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50 .19 
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25N32 
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65.71 
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25N32 


23C 


■;\-72::.49.;; 


66b 


25N32 


163N 


92.86 
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25N32 
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25N32 


26CB 


78.55 
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25N32 


161C 
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26CB 


25N32 


23C 


82.47 


25SG 


25C33 
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62^03 


25SG 


25C33 


26N 


67.44 


25SG 


25C33 


25CB 




25SG 


25C33 


25CA 


44 .14 


: ;2SSG' 


25C33 
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51.85 


25SG 


25C33 


24N 


94.55 


25SG 


25C33 


24Ct' : -V: 


75>69 


25SG 


25C33 


26Gi . 


94.29 
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25C33 


24CA 


93.12 


25SG 


25G33 , 
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66.31 
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68.18 


230 


25C33 


26CD1 


60.30 


230 


25C33 


26N 


92.61 


230 


25C33 


23C 


i8v66 


230 


25C33 


v"25C*;-r :; 


89.03 


236 


25C33 


65CA 


56.48 


. 230 


25G33 


;25tf ; ?r- • 


96.38 


230 


25C33 


24N . 


30; 61 ' 


230 


25G33 


"24Ga: 


56.80 


230 


25G33 


26CG 


75.69 


230 


25G33 


:,'-26CB" : - 


94.54 


230 


25C33 


23CA 


: 3;2-i6/ ; 


• 23b-,;/i 


25C33 


/6W'/'; 


77.02 


230 


25C33 


24CA 


37 .25 


230 


25C33 


26CA 


97.15 


230 


25C33 


26NE1 


47.95 


"23b-, • 


25C33 


65G ;' 


65. 17 


230 


25C33 


65N 


43.20 


• 25N ' 


25C33 


26GD1 
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25GB 
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57 
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25C33 
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25C33 
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34 
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25C33 


24N 
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25N 


25C33 


24C ■;• 


! V13: 


.79 
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25C33 


26GG 
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25N 


25C33 


26GB 
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-:25 k. 
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23GA 


69.58 


25N 


25C33 


24CA : . 


31 


.77 


: : 2:5N : ;;^ 


25C33 


26CA 


59 .60 
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26CD1 


25C33 
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71 
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26CD1 


25C33 
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26CD1 


25C33 
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26CD1 


25C33 


26GB 
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25C33 


23CA 
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26CD1 


25C33 


66N 
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25C33 


24CA 
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25C33 
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46.45 
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25C33 


26NE1 
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25C33 
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89. 


.77 
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16 
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26 GB 
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56 
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25CB 


25C33 
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24N 


61 . 


20V-.S 


; ;2 : 5ga;.\ 


25C33 


24C 
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46 
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25C33 


;23GA ; :/ 
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26CB 
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"■ 24N 
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26NE1 
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24N 
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25C33 
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24C 
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64.93 
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26CB 
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26CG 
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66N 
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24CA 
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26CA 
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25C33 


26NE1 


48 .27 
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26GB 
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24CA 


50.00 
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26NE1 
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65C 
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25C33 


65N 
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66N 


25G33 


24CA 
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25C33 


26CA 
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66N 
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26NE1 
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66N 


25C33 


65C 


15.82 


66N 


25C33 
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24CA 
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26CA 
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24CA 


25C33 


26NE1 
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24CA 
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25C33 
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57.80 
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65N 
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251*34 
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660 
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66N 
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34 .26 


66N 
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W0p p$ angles between atoms of the inhibitor and protein for 
all protein atoms within 5 Angstroms of the inhibitor 1-N- (k- 
imidazole acetyl-leucii^ 

sulfonyl ) -abino-prpp^--2-oh€l . 
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lAtom^y 
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8. 55 




:>2 : s||| 


}j2im : Z:'. 
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. 25G1 


2 ON 


33.52 




25C1 




19; 74 
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25C1 


21NE2 


53.30 


:4l 






70.43 


I 20Q : 


2 SC I ; 


19CD 
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25C1 


20CA 


16.45 
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72.65 
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20N 


30.42 
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25C1 


2 IN ■ 


14 . 60 


2 PC 


25C1 


21NE2 


58.84 
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19CB 
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20C 


25C1 '■. 


19CD 


81.24 




25C1 


; 20CA 


14.64 


;;iOie :: ;: 


25C1 


19CG 


65>09 


184NE1 


25C1 


184CD1 


18.88 


184NE1 


25C1 


2 ON 


99.03 


184NE1 


25C1 


19CB 


64.29 
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162N 


: ; ;25G2||; 




33.69 


162CA 


25C28 


161C 


30.27 


162CA 




13:4G- 


76.50 


162CA 


25C28 


1610 


32.09 


162CA 


] : 25G^8| 


fSlN; 


52.27 


68CE 


25C28 


6 BSD 


24.56 


68CE 


25C28 


;ii6:6:0 : •: . 


83,70 


68CE 


25C28 


134C 


78 .45 


. 68SD : 


25G28|; 




61. 76 


■■ 161C 


25C28 


134G 


; 87.61 • 




25G28 


i:6ip,\^ 


14 .68 


161C • 


25C28 


16 IN 


30.20 






1610 


96 . 95 


0134C. . 


25G28 


16IN 


71.12 


1610 O 


' : ;25C21?:; 




43.13 


660 


25C29 


68SD 


95)60 


660 


;:25G29| 




46.15 


^660 


25C29 


67GD1 


76.62 


: €60?; : ;J 


25G29 


66C 


11.19 


660 


25C29 


67N 


28.20 




25C29 




: 68,80 


660 


25C29 


67G 


■ 53-21 


660 


25G29 




59.40 


660 


25C29 


67CG 


63.57 


660 


25C29 


2340H2 


97.74 


660 


25C29 


26CB 


45.24 


660 


25C29 


67CE1 


81.98 


209CD2 


25C29 


6 8SD 


86.14 


209CD2 


25C29 


67CD1 


76.20 


209CD2 


25C29 


68CE 


61.12 


209CD2 


25C29 


68N 


93.85 


209CD2 


25C29 


67GB 


92.20 


209CD2 


25C29 


67CX5 


87.96 


209CD2 


25C29 


134CB 


44.39 


209CD2 


25C29 


2340H2 


59.00 


209CD2 


25C29 


67CE1 


74 . 42 


68SD 


25C29 


67CA 


76.30 


68SD 


25C29 


66C 


94.73 


68SD 


25C29 


68CE 


26,92 
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TABLE XDC 



68SD 


25C29 


67N 


86 .90 




25C29 


68N 


44.21 


68SD 


25C29 


VJ;67G,;.'. 


58 . 54 


68SD 


25C29 


67CB 


85.01 




25C29 


163CB 


50.89 


68SD 


25C29 


134CB 


79.09 




25C29 


234C-H2 


57.89 


68SD 


25C29 


' : > : 26CB ' 


61.09 




25C29 


67CD1 


50 . 51 


67CA 


25C29 


6 60 


. :'' : 35:.\89 




25C29 


68CE 


93.88 


67CA 


25C29 


67N 


18.53 




25C29 


■.^68NV : v-' 


33 . 04 


67CA 


25029 


670 


17 .87 


^ : -67Cft' 


25C29 


. 67CB 


18.28 


67CA 


25C29 


67CG 


34.89 




25C29 


2340H2 


51 .94 


67CA 


25029 


26 GB 


68.39 


67CA ; 


25C29 


67CE1 


64.72 


J 67CD1 


25C29 




66.65 


67CD1 


25C29 


67N 


56.05 


67CD1 


25029 


68N 


72.69 




. 25G29 


67C : V: 


65.26 


67CD1 


25029 


67 GB 


33.63 


67CD1 


25C29 


67CG 


;.' 15 . 94 : 


67CD1 


25C29 


2340H2 


57.55 


67CD1 


25G29 


67CE1 


15.80 


66C 


25C29 


67N 


17.49 




25C29 


68N 


61.93 


66C 


25C29 


670 


45.45 




25C29 


67CB 


48.27 


660 


25C29 


67CG 


52.89 


660 


25C29 


2340H2 


87.82 


66C 


25029 


26CB 


52.23 




25C29 


67CE1 


73 .67 


: : 68CE 


2 502 9 


68N 


61.24 


#3S 


25C29 


67C 


77.92 


68CE 


25029 


67GB 


95.69 


68CE 


25029 


163CB 


55.77 


68CE 


25C29 


134CB 


54.85 


* ; .:68Civ 


25029 


2340H2 


S5;46> 


6 8 CE ■ 


25C2? 


26GB 


86.35 




25029 


68N 


47.83 


67N 


2 502 9 


67C 


30.97 


' 67N 


25029 


67 GB 


31i65j 


Cyiffl V 


25C29 


67CG 


40.58 


: 67N 


25C29 


2340H2 


70.44 


67N 


2 502 9 


26CB 


60.08 




25C29 


67CE1 


■ ; -6 ; 6;v:8 ; 3::' 




25C29 


67C 


16.87 


•' 68N 


25C29 


67GB 


41.26 


68N 


25029 


67CG 


60.50 




25C29 


163CB 


90.93 


68N 


25C29 


2340H2 


36.37 




25C29 


; 26CB 


64. 4q 


68N 


25C29 


67CE1 


88.49 




25029 


67GB 


31.65 


67C 


25029 


67CG 


50.66 




25029 


163 GB 


99.57 


:.%fe.::ri : :V : ; 


2 502 9 


2340H2 


46.71 


670 


25C29 


26GB 


59. 86 




25C29 


67CE1 


80.48 


67CB 


25C29 


67CG 


; : 19y : 43:i;..: 


67CB 


25C29 


2340H2 


44.01 


67CB 


25C29 


26GB 


86.67 


67CB 


25C29 


67CE1 


48.89 


67CG 


25C29 


2340H2 


54.79 


• 67CG : 


25C29 




29.95 


163CB 


25029 


134CB 


64.77 


163GB 


25029 


26CB 


55.99 


134CB 


25C29 


2340H2 


92.26 


2340H2 


25029 


67CE1 


70.61 


660 


25N30 


66N 


36.00 


660 


25N30 


66C 


10.42 


66N 


25N30 


660 


31.15 


1610 


25N30 




14.88 
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TABLE XK 










" 25N30 


161CA 


29 




^iflov,:-;; 


25N30 


1606 


61v86 


: > ; |$io:; • ,: 


i25N30 


ieicA 


18 


J36r 


*iie : v;; 


25N30 


1600 


49.77 


161GA 


:;25N30 


1600 


32 


ii:6jO». 


%:.l:6p|:: ; ;; : ; 


25C31 


161GA ■ 


38.22 


160Q 


^25G|i : 


1600 


. : '13- 


.90 


xllpO- -|: 


t : 250ll;. 


161C V 


56.07 


160O 


,; -25031 


161N 


27 




•: v lioly:^ 


; ;S25C31- 


1610 


68 . 03 




2SC31 


:;i60O r,t 


';.:I;31: 


.81 


161CA 


We3;l- 


:;l6iOu;> ; : .; 


v-19.14 




; |:25cli 




17 


;:82 ; ;: 


161CA 


25C31 


*;l6iOj^;i; 


29.81 


;i66e; : :r 


;-f235C3i: : 


1610 


46 




160C 


fj2l|C3i 


il6W f , 


16 . 04 


ksbc ; : 


'.|25e3 : l: ; 


1610 




; ; 44 r 


: 16lt/;i : : 


25C31 


16in : ; 


30.84 


161C 


; '.;25C3;1 : 




14.70 


•. '66p; : -' : : 


25C31 


670fii ; 


65 . 45 


161N 




1610 


44 


.68 


1600 : 


25P32 


160C 


20.78 


160O 


25032 


161CA 




.99 


1600 


25032 




38.37 


1660 


25032 


{16ie : : ;; : ; -;y:' 


r • 74 


.3 b 


1600 


25032 


.: : 160CB:--:- 


45.78 


1600 


25032 


: ;l^l0?; : :;v 




.34 


1600 


25032 


160CA 


: 28.59 


160O 


• 25032 


162N 


77- 


.29 


1600 


25032 


fi^lGBf,-. : 


49; 03 


1600 


25032 


161C* 


; :: *2 


.82 




25032 


161N1 


21.72 


160C 


25035 


161C 


■ 61 


.05 




25032 


160GB 


,3 6; 54 


160C 


25032 


1610 




94 


1600 


;!:;2503* 


160CA 


16.12 


1600 


25032 


162N 


59, 


.68 


1600 


25032 


161CB 


45. 43 


161CA 


25032 


161N 


24. 


.13?/; 


1610A v 


25632 


1610 


' 23; 46 


16lCA 


25032 


160CB; 


75. 


.84 


161CA 


25032 


1610 


" 34 .47 


161GA 


25032 


160GA 


57. 


; 38? : : 


161CA 


25032 


16211 


33.92 


161CA 


25032 


161CB 


IT. 93 


161N; % 




1610 


39.41 


161N 


25032 


160CB 


51. 


.73 


161N; 


25032 


I6IO 




161N 


25032 


16 oca 




01 


161N 


25032 


162N 




I^IN 


25032 


161CB 


'0k 


34 


161C 


25032 


160GB 


86.66 


161C 


25032 


1610 


16. 


47 


161C 


25032 


•16:pCA ;; r: ; ' ; ; 


72.47 


1610 •• 


25032 


162N 


■-Ml 


: 93? : 




25032; 


f 61GBv V 


'• : ';32>27'' 


160CB 


25032 


16 OCA 


20. 


46 


160GB- ; 


25032 


162N 


76.70 


1600B 


25032 


161CB 


81. 


?lf : V 


Sl610;" 


25032 


160CA 


88.45 


1610 


25032 


162N 


29. 


70 


1610 


25032 


161GB 


38. 78 


160CA 


25032 


162N: 


66. 


95 


160CA 


25032 


161GB 


61.27 


162N 


25032 


161CB 


45 . 


15 


67CE1 


25C33 


67GZ 


% 16.24 


67CE1 


25G33 


67CD1 


18. 


33r- 


67GE1;;: 


25C33 


670H 


31D:;70 


> 67CZ 


25033 


67CD1 


31. 


:64 ; ; ; 


. ;67C2;- : ' ; ; 


V251g3;I:'- 


6?0H ; 


17 .77 


67CD1 


2 503 3 


670H 


48. 


37 


160O 


25G34 


i60C ; 


9.85 


1600 


2SC34 


160CB 


38. 


05 


67CE1 


25C34 


670H 


31.14 


67CE1 


25C34 


67C2 


15. 


25 


67CE1 


25C34 


67CD1 


15.11 
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TABLE XDC 





25G34 


67CZ 


:=■; 17.26 ' 


670H : 


••25C34 


67CD1 


■'45; 


.96 




25G34 


67CD1 


29.18 


160C 


:25C34 




;;%9i 


.90 


67CE1 


25C35 


670H 


32 . 70 




25C35 


209c£)£I 


; ; : : ; ;;;7^' : ; 


>M 


67CE1 


25C35 


67CZ 


14.99 


67CE1 


25C35 


67CD1 


16. 


.08 


67CE1 


25C35 


209CD1 


77.10 


670H 


25C35 


67CZ 


17, 


.98 


670H 


25C35 


67CD1 


48.74 


i 670H 


25C3S 


209CD1 


;,99l 


.59 


209CD2 


25C35 


67CZ 


92.22 


209CD2 


25G35 


67CD1 


62 . 


.32 


20?CD2 


25C35 


160O 


97 .37 


209GD2 


25C35 


160CB 


70 . 


.82 


209CD2 


: t;2s'e35 


209CD1 


' 31-32 


67CZ 


25C35 


67GD1 


30 > 


.87 


67CZ 


25C35 


209CD1 


88.81 


67CD1 


2SC35 


209CD1 


67. 


.63 




25C35 


160CB 


37.56 


160CB 


25C35 


209CD1 


83. 


17 




251136$ 


160CB 


39.26 


160O 


25N36 


160CD1 


70. 


•13:': 


160O 


25N36 


160CG 


56.11 


160CB 


251136 


160CD1 


30. 


89 


160GB 


25N36 


160CG 


18.76 


160CD1 


25N36 


160CG 


•> : ^8 :: i 


07 


:^67c£i;i 


25N36 


670H 


27.00 


160O 


:25C37 


160CB 


42.20; 


1600; 


25C37 


16 On 


37.40 


1600 


25C37 


160C 


10. 


w? 


1600 


25C37 


160CA 


28.50 


160O 


25C37 


160CG 


58. 


56 


1600 


25G37 


1580 


81.42 


160CB: 


■ i5G|7 ; ; 


16 ON 


: 


80 


160CB 


25C37 


160C 


31.91 


16<*CB 


25C37 


160CA:; 


;';1;6:! 


43 




25C37 


160CG 


17.89 


160GB 


25C37 


1580 


70i 


66 


16ON 


25C37 


160C 


30.12 


isM 


25C37 


160CA 


: ;,17: : ; 


61 


16ON 


25C37 


160CG 


36.16 


160N 


25C37 


1580 


47. 


06 


i6oc 


25C37 


160CA ••" 


18.39 


160C 


25C37 


160CG 


48. 


09 


leoc; 


25C37 


1580 


76.49 


160CA 


25C37 


160CG 


31. 


12 


:i6;0Gft:^:.; : 


25C37 


1;5B0X;;':- 


63.78 




25C37 


isab-r 


60 . 


96 


1600 


25N38 


160c 


7 . 90 


1600 


25N38 


160GB 


; -;39:i 


W- 


160O 


25N38 


160N 


32.65 


160O . 


25N38 


160CA 


::,: :;24;v 


13 


160c 


25N38 


160CB 


32.02 


16OC 


25N38 


160N 


..;V?29.; 


52 


I6OC : : 


25N38 


l^CA^- 


17.57 


160 GB 


25N38 


160N 


.:'-;29> 


89 


160CB 


25N38 


:i:6'0G^,:-' 


18.19 


160N 


25N38 


^ : 6:0ga : : ;V: " 




29 
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TABLE XX 



Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 

; ■ methyl- 1 - ( i-propbxy) -2 - : hexahbne . ' 



Atom 


:;::il' : Atbni:r^2 


■■ j-Dist:.';'- 


Atom 


1 Atom 2 




Atom 


x Atom 


Dist. 


••25<g£:; 


2420H2 


3.097 


25C1 






.745 




■ 1 OilAti 

XB4CB 




.754 


25G1 


. :l8;4^ : i: ; . 


3 830 




- : :' : :vi8Ntl35^ : : 




.916 




. ,;l:omO. :■ 




.932 


25C1 


: : •184 : C(J:- •:• ; 


3 .975 


25G1 


184GD1 




.022 




;:-:::X.ofcB : .''.;-. ; 


1* 


.158 


"2shi:.' 


184C 


4 . 165 


25C:i 


184GD2 




,830 


ocpr 


Xo4N£l 


4 


.840 




V 2iOQ- : v : ' 


4.895 


25C2 






.946 








.510 


is<& 


184CA 


3-592 


25C2 


18CG 




.620 








.785 


25G2 


••^l : &j^2: ' 


3.842 


25G2 


.,::18^CB£ 


: ; :3'f 


.886 






3 


.894 


25C2 


/ : I ; 8;4GG:-.' : : : 


3-897 


25G2 




; >3'i 


.948 


25f*> 






.106 


i : 25e2;:; : 




4:198 


25C2 


19CG 


■•§ 


. 207 






4 


^:229 


:-;2;S.(C2!/ : 


: r^i^N;V- ::: : : ':;' 


4; 33 4 


25C2 


^18id>:? : --V.''' : . 


;;4: : 


.367 


^yV« ■ 




fi 


^377 


25C2 




4.510 


25C2 


184N 


V4:: 


.678 




too ■ 




.809 


25G2 




4. 827 


25G2 


.; A' W W W .-• 


•:-4l 


.828 




XoLA 


4, 


.864 


25C2 




4 • 870 


25C2 




••4' 


.940 




X9GA 




.979 


2SQ3 


20O! 








: ; 3 ; . 


.420 


25C3 


19CG 




.4^ 


;-2:5(23,:. 




3; 592 


25G3 


18$D1 


;3?: 


;?38 : f 


25C3 


20c ;^ :;. 


3 


.852 


:.25C3;;' 


: -l^^fe:-: 


3v896 


• 25C3 


20CA 


4 


002 


25^3 


184GG 


4 


.180 






4 ,295 


25C3 


: i : {-l94 : S; 


4. 


.443 


25q3 


19N \ 


•4;. 


.455 




.:|B;46At^ 


4^500 


25C3 


:|i;8;36l ; .: ; -;;: : ' 


4 , 


.509-; 


25C3 


v^;19G3f 




.596: 


25p 


: :18^GfiV' 


4.635 


25C3 


V. 18GQ 


"4i; 


.662 


25C3 


yll^pEi?-: 


s 


.690 


25C3 




4v707 


25C3 


184CE2 


4;. 


837 


25C^3 


v : 2420H2:^ : 


4 


986 


25C4 




3.250 


25C4 


: 184Gpi 


33:. 


862 


25G4 


i84NEl 


^3| 


.932 


25G4 




4.284 


25C4 


19CG 




378 


25CT4 


184CG 


4. 


.519 


25c:i 


./#4cii. . " 


4.630 


25C4 


2 ON 


$4, 


702 ; 


25G4 




4. 


.823 


25C4 


19CD 


4.851 


25C4 


21NE2 


4. 


914 


25G4 


1801)1 


4. 


958 


25G4 


184GD2 


4.971 


25C5 


184CD1: 


•:4, 


323 


25G5 


200 


4. 


342 


25CS 


i84NEl: 


4; 439 


25C5 ' 


184e^Vrv1 


;4'| 


■577 f;: V 




i84GE2; : 


;|| 


766 


2SC5 


242QH2 


4.835 


25C5 


184CD2 


'4- 


858 


25C5 


21NE2 


: 4> 


951 


25G6 


j242bH2 : 


3.703 


2SC6 


18 4CG : 


: 4;; 


:3|# 


25G6 


184CD1 


4. 


403 
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2 •> V O ••: 


: ±o4vP 


; - 4 


■'■■■■A-A'-'A- 

.414 




lo4CA ; : 


A 

4 


. O/j 


• 25C7 


■v 200 ; 


• : J 




,:*:□£://;.. 




4 




25C7 


19NE2 


■' A 
4: 


.7 ID 


2508. 


1B4NE1 


: ' : 3; 


.443 


2508 


190E1 


•'3: 


.712 


2 508; 


184CD1 




#85 


2508 


184CZ2 




.747 


25C9 


19GD 


% 


.963 


25C9; 


184CZ2 


M 


^604 


25C9 


220 


;,4; : 


.956 


25O10 


19 CD 




U83 


25010 


;•' :1$0E1 


%'7:2:4:: 


25C11 


184CZ2 




v933 


25C11 


184CE2 


: >£ 


;600 


25C11 


V^A^» 

162GB 


4:962 


25C15 


138GB 




i(596 


25Glp: 


162ND1 




• :171 


25C16 


162GE1 


# 


;007 


25C16 


162CA 




.258 


25C16 


'•25CB::.- 




.8J82 


25017 


162ND1 




.637 


25017 


162CG 


VI- 


.092 


25017 


162N 


:-3 : 


.731 


25017; 


1610D1 ; 




,274 


25017 


162NE2 




:594 


2501? 


25CB- 




.931 


25N18: 


2 5SG ' ; 


.';3; 


:;671 


25N18 


aIsSb;:.- 




.503 


25N18 


162CE1 


;- : 4; 


.582 


25N18 


162CG 




• 836 


25C19 


1610 


3.274 


25C19 


;ieicA ; :::' : 


74; 




25019 


; :1 230::^. V 


4 


.704 


25019 


: 25N 


4 


.915 



TABLE XX 

25C6 184CD2 4.792 

25C6 180D1 4.955 

;25G7' 1841^1 4.191 

2507 19CD 4.508 
25G7 i90El 4i899 

2508 19CD 3v459 
2508 19CG 3.802 
2508 184CE2 4.312 
25C9 19NE2 3.833 
25C9 l?OEl 4.023 
25C9* 19CG 4.74 b 
25O10 19NE2 3.975 
25O10 220 4.554 
25O10 22C 4.857 
25C11 162CE1 : . : 4.435 
25C11 162CG 4.656 
25C13 1380G 4.932 
25C15 138CA 4.824 
25C16 1610 3-822 
25C16 162CB 4.112 

25016 1610 4 .677 
25C16 162N 4.893 

25017 162CB 2.951 
25017 162CA 3.124 
25017 162CE1 3 . 755 
25017 162CD2 4.298 
25017 184CZ2 4.770 
25017 16iCA 4.957 
25N18 162ND1 3.834 
2§N18 : 19NE2 v4i507 
25N18 162CA 4.791 
25N18 162CB 4.998 
25C19 162ND1 4.108 
25C19 161C 4.428 
25C19 23C 4; 758 
25C19 19NE2 4.957 





lo4NEl 


" A 


v;871 


25CO 


' 1 Q A f\ 


'■■'A : 

4 


• 967 


ocn 




: .:-4; 


• 372 


/ 


X04CD1 


■ ' A'- 

-;..4: 


v 544 


zbC / 


184GE2 


■y'A'- 


• 927 




19NE2 


;v : -;3: 


• 6*4 


;2;"50p;;- : ;. : 


y ;.:,2Qjti):\ : 


: : : ;.:3;: 




2 5Q8 ; ; 


''.■"•'f>'0'iS"-i. 

::-.;-:;220 : - ; 


•••"•-'ii 

..;.;4; 


.666 




I04NEI 


: 3 


.925 


2 DCS 


184CE2 


:,; : 4- 


v 5-72 


25C9 


• : 'i?'o' : ii 'irtT^'v'- 

184CD1: : 


• ■■A 

.•?:;4; 


•906 


2 501 0 


23GA 


4 


• 264 


OCAlh 

25O10 


23N 


4 


• 718 


OCA1 1 

2DC11 


lo2NDl 


•;--3;: 


• ?19 


2pCll 


184NE1 


■•• --'ii'-- 
x;4' : 


. 52Q 




lo4Cn2 


;:;;-4; 


w ;9:3.2;. 


25C15 


1J8QG 




.572 


25C.1D; 


lOlUDl 


■ :'a- 
•4;: 




*> 'c/^'i'-'ic.' 


1 

X02CG 




ft*7C 

•.•7.7:5;. 


ZDLlD 


25SG 


:.y|>: 

•;:4- 


1 on 

.187 


25Clp 


184CZ2 


4 


• 751 


2 5C16 


19QE1 :•• 


;;.4;. 


• 906 


25017 : 


1610 


:, : -3.: : 


• 023 


25017 


161G 


•••'3;. 


• 669 


^cAi*j 

25017 


25SG 


4 


■ A ^1 : ' : 

.071 


25017 


162C: 


v: ; 4 


'■.'■.'■'A. tT-+i'-- 

.46i7 


25017 


163N 


4 


.786 


25017 


161CB 


j;4f 


.964 


25N18 


1610 


: ;-3k 


,966 


25N18 


23CA 


v;?4 


.510 


25N18 


190E1 




.810 


25C19 


25SG 


2 


.829 


25C19 


;.':25GB;i v 


V4' 


.147 


25019 


23CA 


% 


.502 


25C19 


162N 


■••4; 


.907 


25C19 


163N 


4 


.992 



WO 97/16177 



PCT/US96/17512 - 





162CE1 


4 994 


25G20 


; :' : ;.25SG. ; 


4 


25C20 


v : ;. : -23 : <S; 


x 4 7 ft 6 


25Gil: 


;:i : 6iIG;k-:.;" 


4 462 


25C22 


leicX 




25G23 






25N24 


184CE2 


- •.-.•w:>; :/• : 


251*24 


162CE1 




25N24 


i64£Dl 

: ~T . ^~ V» 4p/ 




• ; ;2SC25; : 


25CB 


: ^ ft <4 


25G25 




). A 7 09 


■:: : 2^G2.S : : : ' 


19NE2 


4 OTA 


25C25 


24n 


4 ISO 


25C25 


v.'2iG :: - ' 


4 C70 


*25C25 


i€2GA 




25(125 


19CD 


•' ': » * ^ " / 


25026 




2 Q99- 

.•: * ^ 4& 4b 


25026 




1 ATI 


25026 


25CA 




2(502 6 


190E1 


4 OS 4 


25026 


2 20, 


4 471 


25026; 


1 62ND1 


•4--:SQ:i :;::; 

••;V!:3f;«L;:: 


2J5C27 


25SG , 


2 64 




9 ma 




25C27 


26CD1 


4.040 


25G27 


25CA 


4.348 


25GT27 


25C 


4.654 


j5i2#:^ 


' : 2«GB'- 


4.746 


pG27 


26CG 


4.815 


25028 


650* 


3.931 


25028 


•6 ; 6N- :: >V; 


4-333 , 


25028 


. : ;#sc;:- : :. 


4:712 



25028 161C 4.903 

25C29 660 3.071 

25C29 65C 3.768 

25C29 66GA 4.184 



TABLE XX 





1 fi9r*R 


•• >l' : • Q Q'T7 : 

* > y y :/ 


•v2 ; SC2 : 'n' 




4 . J *7 J ; 


25P20 


if? Tr»: : 1 '•- 


>i ono 

.; 4 ... OUo 


9 cr»9 9 


XOIU 


o b a o 
2 . 892 


9 cranio 


101LD 


4 .359 


9 SM9 il 




: 3. 412 


9C1J94 

;:-'-:X;3W4:^ ;• 


1 OAD1 


4 .106 




: ::J.27tpP 


4 . 432 


9SN9 A 




4 .684 




9*t*l 


J . 471 




: •• 


3 . 7 93 






; ,:::4>:271 




4 ON 


4 .445 


9 tip 9 q 


lOJW 


4 .693 






it O A A 

4 .899 






496 






^ • 985 




9 in 


3 .183 






*Y AAO ; 

3 . 898 


9 SH9 £ 




4 . 110; 




9 cp 


>• C An 
4 . p02 




99r» 


4 .912 




9*3 A 


1 A il A 

J . 049 






*y A a it 

3 .894 


9SP97 




A.. .■ 1 C ^ 

4.152 


9Cr»97 


O /I XT 


4 v411 


9SP97 


XolO 


4.714 


25C27 


66N 


4.758 


25C27 


65C 


4.906 


215028 


1610 


3;9|o 


25028 


660 


4.402 


25028 


26N 


4 .830 


25028 


25GB 


4.910 


25G29 




:3;;'13:l;; 


25G29 


66C: 


'M pop 


25|C29 


26GEJ ; 


4 ;278: ; 



^ to 



25C20 1610 3.580 

25C20 230 4 . 523 

25C21 1610 3.316 

25C22 161C 3.848 

25C23 640 4.590 



25N24 


184CZ2 


3.492 


25N24 


162ND1 


4.147 


25N24 


19NE2 


4.515 


25C25 


25SG 


1.822 


25C25 


230 


3 .687 


25C25 


23CA 


3.994 


25C25 


1610 


4.312 


25C25 


25C 


4.500 


25C25 


190E1 


4 . 797 


25C25 


24CA 


4.928 


25626 


25N 


2 . 842 


25026 


23CA 


3.053 


25026 


24N 


3.337 


25026 


19CD 


3.997 


125026 


. 23N 


4.413 


25026 


26N 


4.555 


25026 


162CE1 


4.933 


25C27 


23C 


3.646 


25C27 


25CB 


4.015 


25C27 


23CA 


4.158 


25C27 


24C 


4.634 


25C27 


65N 


4. 725 


25C27 


24CA 


4.780 


25028 




3.234 


25028 




4.277 


25028 


26CD1 


4.553 


25ti28 


26CB 


4.858 


25028 


163N: 


4.929 


25C29 




3.415 


25C2? 


26CD1 


4.084v 


25629 




4.306 



WO 97/16177 



PCT/US96/17512 



25C29 26CG 4.S29 

25C29 1610 4.948 

25C30 660 3:. 147 

25C30 615CA 4:366 

25C30 1610 4.799 

25C31 66C 4.544 

25C31 163CB 4.886 



T*Bl£XX 

25C29 230! 4>746 

25C29 650 4.978 

25C30 66N 3.696 

25C30 66CA 4.f428 

25C31 660 3.488; 

25C31 161C 4.739 

25C31 1600 4.980 



25C29 


; 65N/ 


14 


;:756 




^.2(SN;::;- 


;- ; ; l4 


J 98 5 


25C30 






.040 


25C30 




4m 


:461 


25C31 


1610 




.535 


25C31 


66N 


:;t : 4 


.865 



WO 97/16177 



PCT/US96/17512 



TABLE XXI 



Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor bis-IGbz-leucinyl) , 3 -di^ino-propan-2 -one . 





1 Al-nfn >• 
1 Alul Z 


Dist. 


Atom 


x Atom A 


Dist . 


Atom 


1 Atom 2 


Dist. 




lotto:. 


3 


;966 


: : ::-:*DjE;i,i; 




4 


.092 


-25G1 


iatopi 


4.178 




ltf4V,Ul 




.335 


:4 S)p:i,> 


184CA ... 


4 


^489 


X-25G1;: 


184CD2 


4.689 




i R An 

J.OW: 


:l 


.748 




;184G 


4 


V857?: 


::- : :2:5C2;. 


i80Dl 


3.023 






M 


.012 


::-n':C>«'0 :: ; 


• '■'■'i : -&'-A 

lp4CB 


4 


.046 


■;:2:5G2v; 


184CA\ 


4 .130 






% 


.135 


4SDC2 


loCG 


4 


.154 


25G2 


200 


4 .291 






|4 


.526 




lo4C 


4 


.608 


25C2 


18ND2 


4 .696 






§4; 


.804 




1 Oil XTC i • • 

lp4NEl 


4 


yi25>, 


•,:::2-5C2-- ; 


1840 


4 . 835 






|t 


.924 






4 


.976 


25C3 


200 


3 .073 






v : -3j 


.568 




2UC 


3 


.908 


•;:>:25p3 


20N; 


3 .934 




X0 4V.UJ. 


i| 


.954 




2QGA 


4 


.129 


25C3 


19CG 


4.226 




1 flirr 


«4f 


.484 


4JV.J 


lb4NEl 


4.490 


25C3 


18GG 


4 . 696 


■ 4b JVJ 


i Bdm 


: ";4l 


.795 


46 5Lj ■. . 


1 Q Af*1k '■ 

■< ±o4CA 


4 


.856 


25C3 


19G 


4 .885 


25G1 




4 


.898 


/. Pv4 




3 


.345 


2 5C4 


184CD1 


4.222 






;'4 


.344 


:-x44;DCJ4 . 


; ;20C •• 


4 


.381 


25G4 


184CG 


4 . 772 


4i J 




!:-4; 


.838 


ZpC4 


Xo4GE2 


4 


.948 


25C4 


180D1 


4 .956 


^ ^ V». <i 




■4t 


.9i84r 




io4GDl 


4 


.521 


25C5 


184NE1 


4.550 






;4i 




25G5 


184CG 


4 


.727 


25C5 


184CE2 


4.764 


25C5 


184CD2 


■i4, 


,873 


25C6 


il84CG ... 


4 


.403 


25G6 


184CD1 


4.580 


25G6 


184G02 




.609 




i:jii4^- : :V ; . 


4 


.657 


25G6 


184NE1 


4.884 


25C6 


184CE2 




.906 




;V2ooV'.?;; 


2 


.849 


25G7 


20C 


4.026 


25C7 


184NE1 


4 


.648 


•:i25g7;' ; 


■ 21CA , ; ; : 


4 


.664 


25G7 


19CD 


4,697 


25C7 


19CG 


4. 


.714 


25tj? 


V::. : 21pElv!.^ 


4, 


.738 


25C7 


2 IN 


4.799 


25C7 


184CD1 


4, 


^:84 ; 4::.;: 


;;:25p7 ; : 


190E1 


4 


.907 


25C7 


1910E2 


4.961 


2508 


2 do 




.212 


2^8 


'' : 


3 


.453 


i5©8 


190E1 


3 . 622 


2508 


19NE2 


;E 


.664 




:V;:;:'19GG:- \, 


3. 


.806 


25G8 


184NE1 


3.870 


2508 


184CD1 


4, 


.265 


2508 


20C 


4. 


,432 


2508 


220 


4.540 


2508 


184CE2 


4. 


808 


2508 




4. 


.983 


25C9 


190E1 


3.889 


25C9 


19NE2 


3. 


.sis* 


25C9 


^vl9CD::^ V- 


3. 


.947 


25C9 


184NE1 


4.155 


25C9 


206 


4. 


391 


25C:9 


: 19GG ' 


4. 


.723 


25G9 


220 


4.796 


2509 


184CE2 


4. 


909 


25C9 


184GD1 


4. 


929 


25010 


19NE2 


4.578 



W097/16177 



PCt/USW/17512 : 



:25O10 


200 :V- 






190E1 


:;'T»:vO|'i) 




184NE1 


4 2ai 

■.■•_-.: : *.-.*:_46;P.^i;: 


25C11 


184CE2 


4 59** 


.. X;J\* X X 




•'• • •i , - :: ' : Q<T 

■; ;: -.'v* ; : f:«*-D:Jk 








25C16 

X -J\~ X w 


x yxv^lVx : 


" 3 ; 7S7 


25C16 


: : ...X.\# XVf 


^'•M^- 344 


25C16 


" 1 : 62CA-'^ 

:•. X W aw^ . 


i 770 


25C16 


184072 


•' :! ?-4l ;; RflT 


25016 




4 977 


w:2 : i50ii7 : ' 


162GHI 


J; . : :X «3?:0. : : . 


*• W.WX. 




3 71 1 


x JwX / 




: * ■•. X j4 


25017 

X JVJ"X / 


1 6lrini 


: 4:* ; JOU 


25Nlfi 


x joVj 


::V-J: : t:;p7U' 


25N1S 

X Jill o 


i fiiri 


4 2Q1 ' 


251*118 


: : --:-: : :X JvO .-. 


* . *D 7 ; 


55N18 






25C1 9 




j > / / x 


25Gx9 


161 r? 


■ :4>:' : .ci;:^:.::;: 

;.:4;.:JlJ : .;: 


25Cl9 


2 CM 


4:» / / J 


25C19 

• • X JWX J--\ 




A- *7Q*7 


25C19 


1^2m 




25N20 


1 4ptv : x 


J . poo 


25N20 


Ift4nz2 




25N20 


162ljril 


• M re ■ • 
4.000 


25C21 


x Jl»0 


••'6-' ''Q iC1 ;: - : 
-6 Sol 


25021 

■ ;X : W\»X X... 


2^ri 






x J LA 


4 . 127 






4.308 


25C21 




4.472 


25C21 > 


•.•24CA:::-i' 


4.852 


25C21 




4 . 974 


25022: 


25N 


2.747 


25022 


: 23fe' : i : -:jv 


3.118 


25022 


: :2:4N5-c;:. ::: ;' :: ; 


3.372; 



TABLE XXI 









• ^ J \» x x 


X DxIMUx 


v.; fk • lux 


2 5P1 1 


; 1 ^2fF1 

:: IU^LJjI 


4 • j X j 


25ri i 






• :: -'-2'5Pi: ; 5 ; 


1 ft 4r , 79 


4 no 


25C1 S 

. f J>X J 


•;::;i:^'7n^-- • •• 

X J. : :/:V/ : :/-:/ ' 


4.7JO 


: X JV. X w 


xQxv^ss 


4 no 0 


X J WX W 


1 QAF1 




■ ; - : : ; 25<fel : ^- 
■■ : X J vl w 


X O xlM £*x 


A 7QO 


25G16 

: : X ^ X \J : . 




A QCC 

* . j J J 


25^i7 

.-. X JWX / 


xOxImL/x 


O Q"7A 


25(017 


XyxwXLX 


1 : A70 


25fj1 7 


2 sen 

x job 


4 • X4X 


25(T>1 7 


1 fi2M 


• : . : A O Q 0 


25riii7 


1 R4P^2 


A *7C2 


25M1 ft 


1 fi2MH1 
x OxiMUJ. 


J . OOJ 


25irift 

X JMXO 


1 QKTP2 


4 . Xi7X 


25KT1 ft 

X Jill 0 


; 2lPA ' ; 


A 5C7 


2 5^*1 9 


X J Ou 


X\. / j Z 


i5G19 


X JLO 


A HQ 1 
: 4 • U O X 


25G19 


xDxyCiX 


4 • jOU 


25G1 9 

. X JV1 J : 


21C 
x JL 


4 . / / O 


25GT9 


: X7iN£ix 


4 • O/O 


25KT20 

X Jll^V 


1 ft4MT?1 
X 04iMJC*X 


J . Jo / 


251^2(1 


Xo4C£tX 


4 . UU4 


9RM2h 

x jxMx V 




4.357 


2SKT2n 

X JINX u 


1 OOP 


VI 07£ 


6 3vxl 




j .320 


2 ^r^^i 

Z JtZl 


x4v 


J . 876 


25C21 


19NE2 


4.215 


25C21 


1610 : 


4.319 


25C21 


162CE1 


4.510 


25C21 


163N 


4.871 


25C21 


2^C!D1 


4.991 


25022 : 


;^scb.. • 


2V888 


: 25022:;;v; 


23GA 


3.281 


25022 


230 


3.479 



■ 7CA1 n 
xDUXU 


. l*7vD 


4 •890 


xjv-XX 


1&40Z2 


.•;4>.17;5: 


' 7 C /' T1 


190E1 


■;■ ; 4:v3'51 


7 CAi -1 

4 jCII 


19NE2 


••;-::4>.^4^5. : 


JjCIj 


184CH2 


: :*>' : 756 : 


25Clo 


162ND1 


3.174 


ZjCxo 


25SG 


4. 189 


2 5C16 


162GB 


4.457 


ZdCIo 


19NE2 




2 jCxo 


184NE1 


4.957 


x j Ox 7 


162CG 


3 ^155 


x jUx / 


16 lO 


3 . 597 


7cai *7 

2 jQ17 


161G 


4>187 


7CA17 


162NE2 


4 .329 


2501*7 


137GB 


4 . 842 


2 5NX 0 


1620E1 


4.248 


7CM1 O 


19QE1 


4.452 


25Nlo 


1 C*7/^/* 

1620G 


4.791 


2 50 IS 


1610 


3 .385 


2501*7 


lo20A 


4.451 


2 5U lb 


2 J OA 


4 .589 


25Ciy 


2 JO 


4 .793 


2501S 


162 0B 


4. 935 


25N20 


190E1 


3 . 405 


O C KTO /Y 

25N20 


19NE2 


4.021 


25N20 


184CD1 


4.441 


25C21 


25SG 


1,768 


25C21 


25CA 


3.665 


25C21 


162ND1 


3 .978 


25C21 


26N 


4.241 


25C21 


25C 


4.400 


25C21 


190E1 


4.818 


25G21 


162CA 


4.898 


25022 


25SG 


2.461 


25022 


19NE2 


3.089 


25022 


25CA 


3.369 


25022 


24C 


3 .834 



WO 97/16177 



PCT/US96/17512 



1^1^ ^1 



25022 i opn 


a nofl 
* • u.u o 






4 . 090 


25022 


24GA 


:4.106 




.4 . Jl X 




; I p ZNDl 


4 v396 


25022 


25C 


4.432 




;:. 4> 44p 


25022; 


:23N 


4>563 


25022 


162GE1 


4; 605 






Z5U22 


240 


4 .940 


25C23 


160O 


J4.3;l3 ; 


^ : i5G23 : : ^ fe7 OH - •: 


. O . * :/ P 


Z pLf 4 


loUGB 


4 . 574 
4 . Q82 


25C23 
25C24 


160GB 
160G 


4.:873 
4 .283 


•''.':-2 5C24 • %^nttd:r:; 


:-\4 J :)■>>&:.' 

4 • / DU 


r25C24 


209CD2 
160N 


4 .555 

' A O A n 

4 . 847 


25C24 
25G25 


16 OCA 
16 6b 


3,120 




.: 4 . X O:/ 




67CE1 


4.346 


25G25 


670H 


4.617 


25C25 •160i?B i ': :; '.^ 


: x4.> : py.-Sfii:-; 


25C25 


: 670Z 


• '■A'-: ''.Q : ch 

4 . 867 


25G26 


1600: 


4. 072 


• .-: 2 ^P9 fi - ;: '" nrxii ■■ 

-y.46;y LAD :•. ."P;/:yil;' : :";;.: 


4 . 149 


1-25ei2:6!: 


67CE1 


4 . 572 


25G26 


67C2 


4.684 


vv4&;3Vj4:./;; ; y.y- D /Un 


Jj, / DO 


M5e2#: 


67CZ 


4. 663 


:'x5'5C27 


67GE1 


4.776 




4 - 939 


25C28 


670H 


3 .920 


25C28 


67GE1 


4.781 


: :.: : *yy*.Q: : .::.. ■: 0 / V*£ 


• ; 4> BJp 


25C29 1600 


4. 671 


25G29 


670H 


4.766; 




4> 167 


25O30 


1600 


4.205 


25O30 


161CA 


4.860 




Jy7p9 


25C31 


161CA 


4 .036 


25C31 


1610 


4.057 


«3v.<3X z / 5Uri^ 


4 ; 224 


25C31 


1610 


4 . 371 


25C31 


160C 


4.689? 


2SG31 VfilM ■■■■ 


. 4 . ODD •■ 


25C31 


161CB 


4.868 


25032 


1600 


2.767 


25032 16 ICA 


2 ft fl 3 


25032 


1610 


J:. 281 


25032 


161G 


3.329 


25032 16 OG 




25032 


16 IN 


3 .644 


25032 


161CB 


3 . 892; 




: 4 • J/ O 


25032 


16 OCA 


4 . 974 


25032 


2750H2 


4,982 


2 5^3 1 1 fil n 




25C33 


660 


4 .03 7 


25C33 


1610 


4.309 




■■: « ...4 4 y 


25C33 


2750H2 


4.717 


25C33 


161GA 


4.785 


V w V J QpVA: 


4 ; 801 


25C34 


660 


2.806 


25C34 


660 


3 . 890 


25r»ii a ggkt 

* J^-J* DOM 


: 4 > 077 


25C34 


26CB 


4.273 


25C34 


66CA 


4 ; 590 


25G34 16iiiO 




25C34 


67N 


4 . 862 


25C34 


26CG 


4 .8^9 


2 5G3 4 163 rift 


4 • jDO 


25C35 


660 


3 .565 


25G35 


2090D2 


; 4i3i0; ; : : 


25C35 ndpn 


4 ; 4Dl 


25C35 


163CB 


4 . 577 


25C35 


660 


4.668 




4 . 755 


25C35 163N 


4.786 


25G35 


68SD 


'%jl9\ 




4 i 923 


25C35 


260B 


4>?37 


25C35 


1610 


4,979 


^.563 : 6-^ 


3 r 6|p 


25036 


1610 


3.856 


25G36 


162N 


3.868 


25C36: 1345B 


: :3 ;: v:;8« : a..: 


25C36 


16 06 


3.882 


25C36 


163N 


3 . 971 


25G36 1&1CA ; 


4.066 


25C36 


1620 


4.114 


25C36 


1600 


4.145 


25t36 161N 


4.238 


2 503 6 


162CA 


4,327 


25C36 


163CA 


4.508 


25G36 l^aCB 


4.528 


25036 1626: 


4.616 


25C36 


2090D2 


4.772 


i 5G36 160(G^ 


4: 841 


25036 


134CA 


4.905 


25C36 


660 


4 .996 


2SC37 209CD2 


3.499 


25037 


67CD1 


3.574 


25C37 


67CE1 


3.696 
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;iig 


660 ; . 


3 


.88? 


25C37 




.vi 


.732 


25C37 




• V4: 


.821 


25C38 


1610 


; : :: : 3; 


v955 


25C38 


26CD1 


4 


.264 


25C38 




•'.;4 : i 


.487 


25C38 


^26dG: 


4 


.792 


25C38 


:: 65N 




.993 


25039 


>; : %5Gv:: 


3 


.531 


25039 


3In ; 


."3' 


.795 


25039 






•;155: 


25039 


650 


4 


;-:73^ : 


25039 


1610 


4 


.910 


25N40 


1610 


- 3: 


;660 


25N40 


230 




.287 


25N40 


r :: 25GB;:::: i: 


: % 


.560 


25N40 


251J ; 


4 


.685 


25N40 


;162CA : ''l 


: : : ;4 


.847 


25N40 


'/23cT 


4 


.933 


25N40 


25l;-.. ' 


4.984 


25C41 


25N . 


3 


.498 


25C41 


26N 


3 


.810 


25C41 


23CA 




.1454 


25C41 


25C \ 


4 


. 413 


25C41 


24CA 


4 


.533 


25C41 


26NE1 


4 


. 762 


25N42 


1610 


4 


.257 


25N42 


: : ::;^5GA. ' ■ 


4 


,726 


25N[42 


161GA 




.871 



TABLE XXI 



25C37 




-:4 


. 551 


25C37 




: ;4 


. 737 


25C37 


209CG 


4 


.994 


25C38 


66N 


■;;A< 


.001 


25C38 






.271 


25C38 




• : ,4, 


.627 


25C38 




; : '4 : 


.873 


25039 


65CA 


2 


.703 


25039 


2750H2: 


3 


. 677 


25039 


:: :::;2(SGpi; 


4 


.043 


25039 


660 




.358 


25039 


26CG 


4 


.801 


25039 


66C 


4 


.976 


25N40 


26CD1 




.126 


25N40 


56GB 




.350 


25N40; 


26CG 




.646 


25N40 


65CA 


4 


.705 


25N40 


26CA 


4 


.856 


25JM0 


163CB • 


4 


.949 


25G41 


25SG 


2 


.569 


25C41 


23C ; 


3 


.558 


25C41 


25 GB 


3.828 


25C41 


24N 


4 


.195 


25C|l 


26CB 


4/ 


. 509 


25C41 


1610 


4 


.584 


25C41 


26GA 


4 


.764 


25N42 


66k 


4; 


.573 


25N42 


161C 


4 


.818 



25C3?; 






.714 


25C37 


134CB 


M. 


.814 


25C38 


v 65CA 




.869 


25C38 


660 


4 


.219 


25C38 


2750H2 




.287 


25G38 


26GB 




.655 


25G38 


161C : 




.899 


25039 


:66N : 


3 


.332 


25039 


640 


.3 


.733 


25039 


230 ■ 




.088 


25039 


■::^:(5GAV-:- ; - 


]iM 


.647 


25039 


; 26NE1 




.806 


25N40 


25SG 


2 


.943 


25N40 


26N 




.248 


25N40 


;;i:63N ?: ::'; 


4 


.551 


25N40 


#.6;p::\;. 


4 


.657 


25N40 


: ':%60,::: 


4 


.809 


25N40 


66N 


\$ 


.876 


25N40 


.;;;25ga;;'',; 


4 


.979 


25C41 


230 


•;:3/ 


.094 


25C41 


26CD1 




.732 


25C41 


25CA 




.081 


25C41 






.371 


25C41 


26CG 




.528 


25C41 


^65CA-- • 


4 


.716 


25N42 


2750H2 


: 3: 


.989 


25N42 


660 


: -i 


.641 


25N42 


16001 




.862 
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• V TABLE XXII :"' 

Table of distances in Angstro^ between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibit 

leuciny Icarl^hydrazide . • 



Atom 


1 Atom 2 


Dist . 


Atom 


l Atom 2 




dst. 


Atom 1 Atom 2 


: c 


tist . 


25C1 


184GB 


4 . 217 


25C1 


1840 A 


:-:-.4 


.458 


25C1 


iiB4GG 


i 4 . 


. 534 


25C1 


184CD2 


4 .719 


25G1 


184GE3 : 


■>i 


• 7 *2 


25G1 


188GD1? 


w 


.982 


25G2 


1840 


3 . 589 


25C2 


1840B 




,931 


25G2 


180D1 


: : 4 


.344 


25C2 


184C ■ ' 


4.3i65 


25C2 


184CA 


"•;4 


.384 


25C2 


. 184CG 








loOpi 


3 ; 467 


■ 25C3 


184 GB 




.731 


25C3 


1840 




.805 


25G3 


184GA 


3 . 925 


25C3 


184<CG 




;004 


25C3 


184G 






25C3 


184GD1 


4 . 243 


25C3 


. lflC<3; ; 




• 424 


25G3 


18ND2 


4 


. 6531 


«OtJ 


lo4CD2 


>i too 
4 . 783 


25C3 


200 


4 


.954 


25C4 


184CG 


• : 3: 


.557 




1 Oil pni 


3 . 557 


25G4 


184 GB 


3 


.839 


25C4 


184NE1 


Jp; 


.069 








25G4 


184CA 


4 


.267 


25C4 


180D1 




.278 






4 . 3 /O 


A- 

25C4 


20<^ 


: 4 


.406 


25C4 


1840 


:|4: 


.793 




lo4G£J 


■ ■'■a one 

4 . 895 


25C4 


184G 


v:4 


.990 


25C5 


184CG 


•3 ; 


.622 


*y.Vi p- 




3 . DO J 


25G5 


184GD1 


3 


• 870 


25G5 


184CE2 


, 3 


• 925 






A (\ A 'C- 


25C5 


184GB 


; :;4 


;116 


25G5 


184CE3 


*:4 


.153 




184CZ2 


4 .632 


25C5 


184CZ3 


4 


.798 


25G5 


■ 184GA 


|4: 


.969 


25C6 


184CD2 


4 .011 


25C6 


184CE3 




.065 


25C6 


184CG 


: " :: 4 : ; : 


. 134 


25C6 


184GB 


4.303 


25C6 


184<:E2 


4 


.616 


25G6 


184CZ3 


^4 


.70^ 


25G6 


:184CD1 


4.765 


25C7 


200 




.159 


?5G7 


184CP1 


)3f: 


.353 


25C7 


19CG 


3.702 


25C7 : 


184NE1 




.716 


25C7 


184CG 


3 


.910 


25C7 


20C: 


4.053 


25C7 




4 


.098 


25C7 


18bDi : 


4 


.206 


25C7 


19CD 


4.236 


25G7 


20dA ; 


4 


.370 


25C7 


184CE2 


M 


.426 


25C7 


184 GB 


4.474 


25C7 


^9NE2 


4 


•497 


25C7 


184CD2 


;4 


.546 


25C7 


184 GA 


4.592 


25C7 


1830 


4, 


.805 


25C7 


190E1 




.886 


2507 


15fG 


4 . 994 


2508 


206 


2 


.990 


2508 


20C 


: ;4 


.056 


2508 


184NE1 


4,178 


2508 


184tpi 


•:4 : - 


.264 


2568 


19CG 


4 


.312 


2508 


19NE2 


4.344 


2508 


19GD 


;-4 


.511 


2508 


184CE2 


4 . 


.748 


2508 


20CA 


4.839: 


2508 


2 ON 


4. 


.842 


2508 


184CG 


4 


.873 


2508 


2 IN 


4 . 938 


2508 


21CA 


:4 , 


. 989 


25G9 


200 


3 . 


,137 


25C9 


19NE2 


3.361 


25C9 


19CD 


3. 


.886 


25C9 


19GG 


4: 


. 087 
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TABLEXXD 



25C9 


184NE1 


4.190 


25C9 


20G 


4 . 350 


;;'25C9" 


: ' 




,421 


25C9 


184CD1 


4.624 




190E1 


\ •;4M'69 i 0' 


: ^2|e9:' 






.828 


25C9 


184CE2 


4,870 




21CA 


: " : :4 ; -;-905'v 


25C9 


■ :: : :: ; : ;2 : ioei; 


4.986 


25O10 


200 


2.532 


25O10 


19NE2 


2.700 


25010 


^' :: 2|B:^; 


■ ; 3 


.226 


2501 0 


19CD 


3 . 446 


25010 


19CG 


3.596 


25010 


r :;' : 22ltK-.: 


;:3; 


.702; 


25O10 


20C 


. 3.73s 


2 5O10 


; :--vi2G;< • 


3.951 


2 5O10 


: -' :: ;2:^|A;: ; -' 


: i4 : 


.210 


25010 


21C 


4.416 


25010 


;^2|tf;-- : ;: 


4.441 


25O10 


19Ci>El 




,463 


25O10 


22CA 


4.519 


25010 


19GB 


"4.714 


25010 


20M 


4 


,734 


25010 


23N * 


4.741 


25010 


20GA 


4.838 


25010 


184NE1 


4 


.848 


25010 


210E1 


4.906 


25O10 


C; ; 2$cav; 


4v996 


. :2 : 5Cll: 


191IE2 




.727 


25C11 


19CD 


4.636 


25611 


184NE1 


4.779 




0o : .\:-:- 


..:' 4:: 


.911 


25C12 


19NE2 


3.752 


25G12 


220 


4.028 


25C12 


23CA 




.150 


25C12 


22 C 


4.246 


25C12 


23N 


4.275 


25Gi2 


2240H2 




.684 


25C12 


22N 


4.779 


25C12 




4.925 


■:25C:i2 ; -' 




V-4;- 


.975 


25C13 


210E1 


' 4 r ±56 


25C13 


22N 


4.627 


25C13 


22c 




.667 


25C13 


23N 


4.712 


:J25G13; 


220 


4.742 


25C13 


21c 


4 


.914 


25C13 


23 CA 


4.953 


25C14 


22N 


3.473 


25C14 


2iic'£ 


3. 


.659 


25C14 


22C 


3,759 


25C14 


210E1 


3.793 


25C14 


;';23R : " 




863 


25C14 


22CA 


3 . 868 


25C14 


21CA 


4,095? 


25C14 


210 


; e 4, 


.118 


25C14 


220 


4 . 147 


25C14 


23CA 


4 ,513 


25G14 


;;. : 2pipV',;^v 


4. 


.765 


25C14 


21GB 


4.851 


25C14 


21CD 


4.885 


25C15 


210E1 


3. 


.260 


25C15 


21CD 


4.221 


25C15 


21NE2 


4.650 


25C15 


21GA;. . 


4. 


882 


25C15 


20O 


4 . 924 


25C16 


19NE2 


3.267 


25016 


19CD 


:M 


074 


25C16 162ND1 


4. 145 


25G16 


190E1 


4.238 


25G16 


162CE1 


:-4. 


291 


25C16 


184NE1 


4.295 


25C16 


184GZ2 


4.540 


25C16 


184CE2 




778 


25C16 


25SG 


4.792 


25C16 


23CA 


4 . 932 


25C16 


220 : 


4 . 


976 


25017 


19NE2 


3 . 075 


25017 


184ME1 


3.183 


25017 


162CE1 


3. 


232 


25017 


162ND1 


3 . 349 


25017 


190E1 


3,394 . 


25017 


19GD . 


3. 


490 


25017 


184CZ2 


3.632 


25017 


184CE2 


3 :732 


25017 


162NE2 


:4. 


167 


25017 162CG 


4.366 


25017 


184CD1 


4.379 


25017 


25GB 


4. 


553 


25017 


25SG 


4.612 


25017 


19CG ; . 


4.742 


25017 


162CD2 


4. 


779 


25017 


184CH2 


4.923 


25N18 


19NE2 


3.859 


25N18 


25SG 


■.4> 


056 


25N18 


162ND1 


4 .100 


25N18 


1610 


4.319 


25N18; 


. 2 3CA .' 


4. 


407 


25N18 


2240H2 


4 . 562 


25N18 


162CE1 


4 . 601 


25N18 


19CD 


'•.4. 


788 


25N18 


25CB 


4 .834 


25N18 


190E1 


4.862 


25N19 


25 SG 


2. 


787 


2SN19 


162ND1 


3.174 


25N19 


1610 


3.363 


25N19 


25GB 


3. 


873 


25N19 


162CE1 


3.953 


25N19 


162CA 


4.146 


251*19 


162CG 


;4.. 


165 
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:;25N19 


19NE2 


•••.4':v3'3^4 ; 


25N19 


23CA 


4 .774 


25N19 


2240H2 


4 .923 


25N20 




4. 420 


25N20 


184CZ2 


•.;"4 : v573- 


25N2Q 


19CG 


4-982 


25C21 


25N 


■..•3:i:7.07 


25021 


: : : : 230 - : ' 


;.; : 3:. : 907i- 


25C21 


19?IE2 


4^007 


25C21 


2240H2 


4.436 


25cil 


162GA 


- : :'* : «.;7-2;8;: 


25C21 


;'^ ; 50. 


4v^30 


25C21 


163N 


4.989 


25022 


25GB 


2 .954 


25022: 


; : 23o - • 


3; 258 


25022 


• 2 3P;\,.. 




25022 


220 


4^038 


25022 


23N 


4 .327 


25022 


24CA 


4>5i9 


25022 


26N 


4 .89N8 


25023 


67CE2 


4 .205 


25023 


61GG 


4 .499 


25024 




3 .179: 


2 5C24 


60ND2 


3.736 


25024 


590 


4 .226 


25C24 


60C 


4,521 


25024 


700D1 


4.595 


25024 


60CB 


4.837 


25C24 


650 


4.975 


25C25 


610D1 


3.379 


25C25 


60ND2 


3 i 834 


25C25 


660 


3.977 


25C25 


61GG 


4.139 


25C25 


67N 


4:302 


25C25 


6$0 


4.675 


25C25 


67CG 


'.785 


25C26 


eioDi 


j . 031 



TABLE XXH 



25N19 : 


162CB 


•:4f4l4 


25N19 


:162N : :\:;f;: : 


4.806 


25N20 


19NE2 


3.800 


25N20 


200 


4.457 


25N20 


184CD1 


4.849 


25C21 


25SG 


1.799 


25C21 


162^1: 


3.784 


; : : 25C21 


230 | 


3 .946 


25C21 


1610 


4.284 


25C21 


24N 


4.507 


25C21 


19CD 


4.730 


25C21 


24C 


4.870 


25022 


25SG 


2.443 


25022 


23CA 


: 3 .128 


25022 


25CA 


3 .641 


25022 


19CD 


3.696 


25022 162ND1 


4.175 


25022 162CE1 


4.422 


25022 


22C 


4.622 


2502 3 


610D1 


3 .673 


25C23 


67CD2 


4.463 


25C23 


610D2 


4.706 


25C24 


610D1 


3.691 


25C24 


6J7CE2 


3.832 


25C24 


6 ICG :]\ 


4.362 


25C24 


61N 


4.525 


25C24 


610D2 


4.702 


25C24 


67N 


4.915 


25G24 


67CG 


4 .986 




67Gi2 


3.477 


25C25 


66N 


3.859 


25G25 


:;65G| 


4.082 


25C25 


61N ' 


4.153 


25025 . 


; ; 60C: V '\- 


: ; i> : 52:6 ; : 


;25C25 '.• 


60Ci 


4 701 


25C25 


610D2 


4.825 


25C26 


67CE2 


3 ^ 662 



% i 1 



25N19 




4 .448 


25N19 


190E1 


4.807 


25N20 


184NE1 


4.071 


25N20 


184CE2 


4.475 


2SN20 


190E1 


4.977 


25C21 


: -^5GB.i> 


3.030 


■25g|i; 


•:• -2 : 3CA- : ' 


3.850 


25C21 


25CA 


3.958 


25C21 


162CE1 


4 .379 


25C21 


190E1 


4.543 


25C21 


26N 


41,758 


25C21 


162CG 


4.947 


25022: 


19NE2 


2.871 


25022 


25N 


3 .144 


25022 




3.649 


25022 


190E1 


3; 727 


25022 


:V.2-4;C; ; : ' 


4.265 


25022 


2240H2 


4.423 


25022 


25C ' 


4.800 


25C23 


5 90 


3.735 


25C23 


2640H2 


4.473 


25C23 


59C 


4.887 


25C24 


67CD2 


3.717 


25024 


6 OCA 


3 .942 


25C24 


66CA 


4.399 


25C24 




4.567 


25C24 


60CG 


4.710 


25C24 


66C 


4.929 


25C25 


66(iA 


3.301 


25C25 


67CE2 


3.538 


25C25 


650 


3.860 


25C25 


6 OCA 


4.110 


25C25 


590 


4.235 


25C25 


60GG 


4.585 


25C25 


/6iG||.^ 


41755 


25C25 


67CZ 


4.879 


25C26 


66CA 


3>882 
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25C26 






. 954 


25C26 


67CD2 


;-4 : 


.058 


25C26 


61CB 




.672 


25C26 


: '65Gk:V: 


;.4 


.818 


25C27 


61dpi 


".3 


i004 


25C2? 


67CD2 




.744 


25028 


610D1 


M 


.343 


25C28 


:26;4b^i ; ': 


4 


.506 


25C29 


66N 


3.077 


25C29 


: 66CA 




.531 


25C29 


. ;6j7CE2 ; -: 


X::4' 


.189 


25029 




j£ 


.382 


25G29 


61CG 


;/;:4;: 


.593 


25O30 


66N 




.458 


25630 


' .#0:- ' 


: '4 : 


.008 


25O30 


66C 




.287 


25O30 


670H 


4 


.470 


25C31 


66N 


s3;::. 


.498 


25C31 


660 L;"'; 


':4;;. 


.018 


25C31 


66C 


4. 


.608 


25031 


65N 


4, 


.883 


25032 


66N 


4. 


.273 


25032 


6511 


4. 


.681 


25C33 


1610 


:i4f. 


.383 


25C33 


25i5G 


4. 


.802 


25C34 




3.833 


25C34 


; i«2N :: ,- ; ;/' 




305 


25C34 


i : fe2G:.V :< ;::,' 


>4:;. 


644 


25C34 


163GB 


4. 


789 


25C35 


66C 


4. 


208 


25C35 


66N 


4. 


887 


25C35 


68SD 


,4:. 


962 


25C36 


660 


3. 


430 


25C36 


163CA 


k'. 


250 


25036 


26GB /■ 


4. 


411 


25C36 


66C 


4. 


580 


2 503 6 


26CX 


4. 


975 



TABLE XXII 



25C26 




SI 


.020 


25C26 


61CG 


4 


.066 


25C26 


6 IN 




.764 


25C26 


610D2 


4 


.956 


25C27 


67CE2 


ill 


.045 


25027 


610D2 


4 


.951 


25C28 


67CE2 




.306 


25C28 


610D2 


■II 


.829 


25C29 


65C 


3 


.103 


25G29 


65CA 


3 


.578 


25C29 


640 


4 


.192 


25C29 


65N 


4 


.522 


25C29 


64C 


4 


.738 


25O30 


67CE2 


1 3 


.803 


25O30 


66CA 


4 


.009 


25O30 


67CD2 


4 


.421 


25030 


650 


4 


.551 


25C31 


65CA 


3 


.654 


25G31 


66CA 


4.416 


2 5031 


650 


4 


.872 


25032 


65CA 


3 


.690 


25032 


65C 


4 


.343 


2 503 3 


660 


3. 


.876 


25C33 


65CA 


4. 


.417 


25C33 


65C 


4. 


.843 


25C34 


161C 


4. 


.228 


25C34 


163N 


4. 


452 


2^G34 


25SG 


4. 


656 


25034 


66N 


4. 


994 


2 5035: 


:16|GB: : 


4.767 


25C35 


67CA 


4. 


934 


25C35 


67CD1 


4. 


992 


25C36 


68SD 


3. 


532 


25C36 


134CB 


4. 


328 


25036 






444-: 


2 503 6 


67CA 


: :4:. 


718 


25C37 


•#60.V:' 


\3. : 


900 



"HI 



25C26 


. 65C • . 


4 


. 027 


25C26 


660 


;: 4 


.566 




67CZ 


4 


.811 


25C26 


;' ;i 660; ' 


4 


.959 


25C27 


; 6 ICG 


:\4 : 


.208 


2IG27 


670M 


;; : ; 4; 


.988 


25C28 


61CG 


4.423 


25C28 


67CD2 ' 


4. 


.927 


25C29 


650 


3. 


.481 


25C29 


610D1 


; : M 


.662 


25C29 




4. 


.265 


25C29 




4 ■ 


.589 


iv25G29 ; ; 


61CB : 


4. 


762 


25030 


65C 


3 . 


.840 


25O30 


65CA 


4, 


053 


25030 


67C2 




431 


25O30 


640 




750 


25C31 


65C 


:" ; -3 : :. 


885 


25C31 


640 


4.463 


25C31 


67CE2 


4. 


874 


25032 


640 


•:3. 


833 


25032 


640 


4. 


667 


25C33 


66N 


4. 


173 


25C33 


161C 


4. 


670 


25C33 


66C 


4. 


902 


25C34 




4. 


287 


25034 


:162CAr;.^ 


4. 


613 


25C34: 


161CA 


4. 


669 


25C35 


660 




981 


25C35 


26CB 


:-f. 


871 


25C35 


209CD2 


4. 


958 


25035 


67CE1 


5. 


000 


25C36 


163CB 


3- 


585 


25036 


163N 


'•-'<£ 


364 


25036 


209:0152 


: 4> 


'fi$ 


25C36 


162C 


4. 


845 


25C37 


67CE1 


-A: 


120 
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25C37 


209CD2 


4.133 : 




670H 


4.559 




134 GB 




J w J *J 


25SG 


: 3.703 


25C38 


26CD1 


4.241 




1610 


4.500 




65tf 


4.855 


2 50l9 


26CD1 


3.044 


25039 


660 


3.555 




26CB 


3.796 




66GA 


4.102 


o Rnl9 


26N 


4.359 






4.689 




25SG 


3 .113 




230 


. 4.202 


25N4U 


: ZJV. 


,,^•7:7:0!::' 


25N40 


25CB 


4.902 


25N41 


230 


3 . 122 


25N41 


23GA 


3 .458 


25N41 


24N 


4.403 


25N41 


26CD1 


4.572 


25N41 


23N 


' 4 .898 


25N42 


65CA 


3.978 


25N42 


66CA 


4.168 



TABLE XXII 



;25q3;i7;';': 


- 67GZ: - 


4.304 


25C37 


16 00 


4.722 


25C37 


IfrcGrv; 


4.960 


|5tp;8,: ; ; 


; 66n : 


3.862 


25C38 




;.4,:3:2fi;/ 




2240H2 


4.706 


25C38 


:;|26€0 ; '-';::' 


4; 87 6 


25039; 


«65CA;; : \ 


3; 072 


25039 


230 


3.635 


25039 




3.860 


25039 


£|6G?- 


4.239 


2503;^9>; 


jv650?:.;v 


4.668 


i-||o||| 


2240H2 


4.850 


25N40 


1610 


3.678 


25N40 


65CA 


v : :4^314:' 


:25N40 


. 23ca • 


:\4v821 : ; ; 


25N40 


26ipi 


4.925 


25N41 


!2240H2 


>,*04 


25N41 


25CB 


4.118 


25N41 


■i$smr . 


: 4.453: 


25N41 


: : : ' : : ;; : 25GA>' : 


4 .709 


25N*2 




3.140 


25N42 


66C 


4.005 


25N42 


67CE2 


4.883 



25037 


67CD1 


4 .472 


25G37; 


67GE2 


4 .812 


25C38 


65GA 


3.685 


25G38 


660 


4l 169 


25C38 


230 


: ; ; 4:.3 ; 31:/ 


25C38 


26CB 


4.746 


25039 


66N 


2,954 


25039 


65C 


3.468 


25039 


26CG 


3.715 


2503i9 


26NE1 


4.093 


; :: '2503;9):': 


65N 


4.292 


25039 


; #G-V: ; 


4.669 


25039 


26CD2 


4.970 


25N40 


2240H2 


4,045 


251140 


161C 


4.525 


251140 


162CA 


4.878 


25N41 


^5SG 


2 .621 


25N41 


;: ; 23C- : 


3 .447 


25N41 


25N 


4; 161 


25N41 


1610 


4.531 


25N41 


26N 


4.861 


25N42 


66N 


3.340 


25N42 


65C 


4.084 
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Table of distances in ^gstrOT atoms of the inhibit bx\ 

and; protein for all protein atoms within 5 Angstroms of th<e 

inhibitor (IS ) -N- { 2 - ) -3 - 
methylbutyl] thiazol-4-ylcarbonyl] -N* - (N-benzylqxycarbonyi-rL- 

■; leucinyl) hydrazide;* 



'Atom: 


1 Atom 2 


bist . 


Atom 


1 Atom |2j 


Dist i 


.Atom 


il- Atom 2 


Dist. 


25C1 


184GB 




.236 


25C1 


184CG 


4.418 


25C1 


1840 


4 


,425 




184CTD2 • 




;Sa3; 


25G1 


;y:184G|3:f 


4 .660 


25C1 


188CD1 


4; 721: 


25C2 


>^diov : ; : ',. 


3.268 


.: : 25G2;- 


v : ^8:4;ilr^:: 


3.689 


25C2 


: 184G , 


4 


.080 


25C2 


' , : .]J84jCG;^ ^ 


4. 


182 


25C2 




4U82 


25G2 


184CD2 


4 


.784 


25C2 


:1MCD1 


% 


821 


2502 


: : : v:l:8^2j'- : : 


4.999 


25G3 


1840 


3 


.481 


25C3 


' 184CB . 




729 


; :: i:25C : 3i- 


184CA :} 


3> 863 


25C3 


184C 


3 


i 9 67 


25C3 




4. 


001 


25C3 


184CG 


4.006 


25G3 


184CP1 


4 


.249 


25C3 


18ND2 


4. 


280 


25C3 


;C :; :;i|gg^ : ; / 


4.516 


25G3 


184CD2 


4 


.834 


25C4 


184CD1 


4. 


005 


25C4 


*84CG 


4 08 b 


25C4 


184CB 


4 


.3/§2/ 


25C4 


3D80D1 


4. 


440; 


25G4 


200 


4.528 


25G4 ' 


184CA ■■ 


4 


;558 


25C4 


184NE1 


4. 


::5:84: 


•25C4/- 


•;::la4CD^;^ 


4.705 


25C4 


1840 


4 


,729 


25C4 


184GE2 




985 


2505 


184CG 


4.312 


25G5 


184CD1 


4 


. 376 


25C5 


184CD2 




504 


25G5 


184NE1 


4 . 612 


25C5 


184CE2 


4 


.694 


25C5 


184GB 


4; 


766 


25C5 


'. ^21NE2>::. 


4.820 


25C6 


184CP2 


4 


.450 


25C6 


18400/ 


4. 


480 


25C6 


184CE3 


4.643 


25C6 


184 GB 


4 


.744 


25C6 


1430E1 


A,. 


804 


25C6 


^1&4^2|| 


4.925 


25C6 


184CD1 


4 


.935 


2 507 


200 


/3 : . 


040 


25G7 




3 .594 . 


25C7 


2 OCA 


3 


. 795 


2SC7 




: 3:. 


853 


:25C^\ 


V \;#80D1/*; 


3.864 


25C7 


184CD1 


4 


U35 


25C7 


19CG 


4. 


463 


25G7 


: /2:J^2/:' 


^:.;5.:?5-; 


25C7 


, ;2iN,- : . 


4 


.617 


25C7 


184NE1 


4. 


641 


25G7 


184CG 


4. 659 


25C7/ 


18CG ; 


4 


. 887 


25G7 




4. 


937 


25C7 


•\*8:4^f:y/ 


4.958 


2508 


200 


2 


;667 


2508: 


19CG ; 


3:. 


422 


2508: 


;48^icpi: 


3; 450 


2508 


20G 


3 


.631 


2508 


184NE1 


3. 


675 


2508 


20N 


3 . 871 


2508 


19G0 


3 


•993 


2508 


20CA 


4. 


102 


2508 


■■■■ 19QE1 ; 


4.232 


2508 


184CG 


4 


.325 


2508 


180D1 


4. 


4J.1 


2508 


184CE2 / 


4i 622 


25t>8 


19G : . 


4 


.642 


2508 


21N 


4 : ; 


725 


2508 


190; a 


•4-;727{: : v 


2508 


19NE2 


4 


. 771 


2508 


1830 


4. 


826 


2 508: 


184CD2 


4 . 9i74 


25C9 


200 


3 


.188 


25C9 


184NE1 


3. 


536 


25C9 


184CD1 


3. 844 


25C9 


19GG 


4 


. 035 
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2509 


19CD 




rl06 




184CE2 




.325 




184C22 


4 


,957 


25(310 


184GE2 




.068 


25010 


184CZ2 






25010 


21NE2 


:M 


.824 


25fcll 


;i9eb 


ft, 


.273 


25C11 


184NE1 


: % 


. 589 


::^5Gil : 


I9CG 


4 


.868 


25C12 


220 


■cl' 


.890 


? : 25012 


. 23N 


4 


.111 


: 25C12 


2lC. 


:'-4; 


^588 


25C12 


21GA 


v 4' 


.715 


25C13 


i2iCD : 


:'?4 : : 


,390 


25C13 


: ; ' : 'Z1# '. 




.659 


25014 


2i0El • 


■■■2;. 


.922 


25014 


•'. :22M-;>' 


3 


.919 


25G14 


v .21CB;'f 


4. 


.117 


;.|5Gi4. 


220 . 




.749 


2 5C14 


200 


: ;4:. 


.941 


25015 


21NE2 




•79^! 


:25C15 


21GG : 


4 . 


.892 


2 501 6 


19CD 


.3:. 


913 


2 501 6 


220 


4. 


401 


25016 


23N 


4. 


963 


25S17 


162ND1 




565 


;:2 : 5517 ; ^ 


162GE1 


3. 


945 


25517 


162CG; 


:■;!'. 


327 


25S17 


162 GB 


4. 


756 


25317 


184CD1 


4, 


996 


25N18 


19CD 


• ^ 


941 


25N18 


230 


4. 


156 


25N18 


220 


•4> 


455 


25N18 


162ND1 


4. 


710 


25019 


25SG 


3. 


024 


25019 


16 2ND1 


3. 


801 


25C19 


1610 


4. 


243 



: TABLE XXIII 

25C9 190E1 4^229 

2509 19NE2 4.650 

25C9 21NE2 4 .999 

iSOlO: 184CD1 4. 137 

25010 184CD2 4v7i3 

25011 19NE2 4.159 
25C11 20O 4.296 
25C11 22C 4.735 
25C11 22N 4.974 
25C12 220 3.995 
25C12 23CA 4. 306 
25C12 22GA 4; 594 
25C12 19NE2 4.762 
25C13 21CA 4.587 
25013 200 4.898 
25C14 210 3.654 
25C14 21CD 3.931 
25C14 22CA 4. 561 
25C14 21NE2 4.841 
25C15 210E1 2.917 

25015 21CA 4.698 

25016 : 19NE2 3 ; 649 
2 501 6 23CA 4.390 
25016 162ND1 4.744 
25C16 220 4.981 
25S17 184CZ2 3.585 
25S17 190E1 3.950 
25si7 19CD 4.502 
25S17 184CH2 4.771 
25N18 : 19NE2 3 . 269 
25N18 220 • : 3- 976 
25N18 25SG 4.177 
25N18 25CB 4 . 460 
25N^8v/;'25M^ < : +$5M 
25019 250B 3.565 
25019 23CA , : 3;948 
25C19 :19CD > 4.411 j 



25C9 


20G 


4 


.321 


25C9 


184CG 


4 


;743 


25010 


184NE1 


3 


;675 


25O10 


200 


; '4! 


.244 


25C>10 


1840G 


4 


.754 


l|oil 


: 220 • 


, 4 


.229 


25Gil 


\ : jiSOEl^ 




,447.;: 




:}v;23)GA ; ;:. 




.8^7 


2 5011 


; ;:; 23N ; V': ■ 


4 


.979 


^ 5GI2V 


22N 


.''4 : ; 


.110 


25C12 


^20€-' ; " 


: 'M 


.346 


: ;25G12'- 


; 210EI 


4? 


.629 


2 5013 


210EI 


3 


.498 


2SCl3 


22N . 




•61;5v 


25C13 


21NE2 


4 


.928 


25C14 


21CA 




. 785 


; tSG14- 


210 




.962 


25C14 


210G 




•: : 6'59j: : 


25C14 


23N 


■i§ 


.886 


25G15 


21CD 


% 


.612 


25C15 


200 


4. 


.791 


i;5G16 


190E1 


3. 


851 


25016 


184NE1 


, 4:. 


396 


2 5C1 6 


19CG 


4. 


960 


25C16 


184CZ2 


4. 


990 


25S17 


184NE1 


"% 


699 


2-5S17 


184CE2 


3 . 


994 


2|S17 '. 


19NE2 


4- 


57 : 3X 


25S17 


162NE2 


4 ; 


811 


25N18 


23CA 


i 3- 


310 


25N18 


190E1 


-4> 


019 


25N18 


23N 


4. 


187 


25N18 


24N 


4 . 


557 


25N18 


23C- 


, : 4:. 


840 


2 5C1 9 


19NE2 


3. 


784 


25019 


190E1 


4. 


215 


25019 


25N 


4. 


41 6 
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25G19 


23C • 


4 


.434 


;-250l9 


230 


4 


.822 


25C19 


162CA : 


4 


;932 


25N20 


19NE2 


' 3 


.690 


•:isN2p; : : 


220 


'-•3' 


. 918 




184CD1 


4 


.488 


25N20 


21CA 


4 


.853 




•162ND1 


"2. 


.861 


elicit: 


162CG 


' 3 


.744 


;:25G21:.: 


162GB 


■ 3 


.972 


25C21 


19NE2 


'A: 


.408 


25C21 


;161G ■ 


4 


.759 


25C21 


184NE1 


. 4. 


.807 


25C22 


25gb : 




. 01?: 


25G22 


23C 


3. 


,777 


25C22 


1610 


4. 


.202 


25C22 


162ND1 


4. 


411 


: :2 : 5e;2|; 


25C 


4. 


.896 


25t)23 


25SG 


2. 


263 


25023 


23CA 


2 . 


863 


25023 


24N 


3. 


•216 


25023 


; 24C 


3. 


. 844 


iiii23v' 


220 


4. 


346 


25023 


25G 




570 


25023 


"''22cT;: :: -''-' 




750 


, : 25C24 . 


:: : ,64p;,-;;<. 


4 C 


232 


25p25 


610D1 


4. 


012 


25C25 


61CG 


4. 


803 


25C26 


610D1 


3> 


284 


25C26 


64C 


•4j. 


052 


25C26 


65N 


'4; 


406 


25C27 


&iobi 


"3;. 


654 


25C27: 


67GE2 


4, 


579 


25C27 


61CG 


. 4-. 


839 


25C28 


670H 


4. 


614 


25C30 


66N 


3. 


711 


25C30 


67CD2 


3. 


908 



TABLE XXIII 



25G19; 


162CE1 


.4 


.494 


25C19 


16203 


4 


;. ; 842: 


251*20 


256 




.090 


25N20; 


VV$9tG| ■. 




.767 


25N20 


184NE1 




;976 


25N20 




:.-4: 


.551 


251120 


184CE2 


4; 


:906 


: 25G21: 


>::;i5SG^:> 


?>3j 


.627 


25C2 1 


1610 


M 


;.8ii 


25C21 


190E1 




.135 


25C21 


19CD: 


|:4 


.664 


;25G2:1: : ! 


:;:l64C:Z2f 




;7B8 


:25G2:l( 


162N 


w 


;i63 


25C22 


25N 


M 


.658 


25C22 


: ; i2|b'^ 


}3> 


.783 


25C22 


19NE2 


4.263 


25C22 


26N 


:: -:-4 ; . : 767; 


25C22 


162CA 


4 


.914 


25023 


23C 


;2>: ; 724 


25023 


. ''230 : . 


si 


.953 


25023 


; :;19NE2^ 


; - : :3j 


4371 


25023: 


:1:24<tA; : . , 




.001 


25023 


! 19GD 


•:;:;4; 


.418 


25023; 


:i|i|6lln: 


- ; M 


4594 


25023 


162ND1 




.926 


25C24 


610D1 


'# 


.886 


"2$C25§ 


: 64C 


4 


412# 


25C25 




4 


;812 


25G26 


•;|6|eX; "'■ \ 


:-; : 3; : ; 


.778 


25C26: 


66N 




.292 


25026 


650 


4 


.498 


25C27 


640 • 


;# 


.372 


25G27 


^65C/:. 


v 4l: 


592 


25G27 


670H 




.900 


25C28 


67CE2 


4 


.849 


25C30 


610D1 


3 


.817 


25C30 


67CZ 


4 


.039 



25C19 


25CA 


4 


626 


25019 


; ;;?4W 




.896 


25*120 


; V:1l|iD;':; ; ' 


■ 3-. 


.488 


25N20- 


K::190E1 V 


■;.;3:- 


.805 


25N20 


I^ogJ;-; 


:.|4:. 


.316 


25*120: 


:-|:22^> v .Q 


4. 


.673 


25N20: 


'|:i9Ci: ; ^: 


, ^ 


997 


:25e2.:ii 


j|62G|l? 


: 3. 


661 


25021 


25 GB 


''3- 






:Wga::: : ; ; 


4. 


: : 169i 




|i|2NE2> 


;4. 


724 


25C21 : : 


162CD2 


;4> 


=789 


25022 


:: : :;;25^d ; -> ;; : 


: ll 


806 


25C22 


23CA 


Ml? 


756 


25C22 




•,3 : ; 


942 


25C22 




4i 


389 


25C22 




4. 


797 


25C22 


A::2.6Cpi- ; : : 


:';4;> 


985 


25023 




1 : 2i 


817 


25023 


;r;:25^i ;: :: : ; 


2:1 


966 


25023 


-25GA:::.::?-: ; 


3. 


468> 


25023 




,.:4i 


:229t ; 


25023 




4. 


527 


25023 


i ;:2^cipi::; 


^•4. 


:;6|7 : ; 


25023 : 


240 


-4:> 


984 


25C25 


:;j:64#^v;; 


, : 2'. 


914: 


25025 


; 65CA 


; >4;v 


508 


25C26 


640 


;3Q 


004 


2502 6 [ 


65C 


•;.4.- 


006 


2 502 6 


61Gi3 


4- 


320 


25C;26 


61CB 


•4^ 


929 


25027 


66N 


■4> 


515 


25C27 


65Gft : ; : 


-4 : ?i 


693 


25C28 


610D1 


4. 


602 


25C30 


67CE2 


-M 


326 


25C30 


66CA 


" 3 - 


888 


25C30 


65G 


4. 


143 
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25C30 


670H 


4.216 


25C30 


650 


4:648 


v2503'l 


67CE2 


2.958 


25031 


67CD2 


3 .606 


25031 


66C 


3.942 


25031 


67CG 


4; 365 


25031 


67N 


;v : ;4 : :;754- 




: 66K "■• 


3v875 


25C32 


67CE2 


4; 188 


25C32 


65CA 


4.559 


25C32 


67Gi?2 


4; 797 


25033 


:';66N: ;; 


40896 


25C34 


660 ".. 


3-926 


25C34 


65CA 


4 393 


25C34 


1600 


4.762 


25C35 


1610 


3 • 923 


25C35 


660 


4.195 


25C35 


163N 


4 . 545 


; 25<:3!5:: 


162CA 


4 •717 


25C36 


660 


3 .516 


25C36 


163CA 


4.451 


25C36 


66C 


4.739 


25C36 


68SD 


4.793 


.25q36 


26CB 


4.984 


25C37 


67CE1 


3 .81:4 
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TABLE XXV 

Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 4- [N- [ (phenylmethoxy) carbonyl] -L-leucyl] -1- [n- 
i (phenylmethoxy) carbonyl ] ^L-leucyl] ^-3 -pyrrol idinone 
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; 25C11 162CB ■ 4.170 2501116200; 4>352 

25C11 161C 4.651 25C11 1610D1 4.678 

25C11 162CA 4.759 25C12 1610 3 . 598 

25C12 161GG 4.426 25C12 161C 4.497 

25C12 161CB 4.644 25C12 162ND1 4.828 

25C13 1370 3.927 25G13 1370 4.080 

25G13 184CZ2 4.318 25C13 138CA 4.377 

25C13 143NE2 4.527 25C13 161CG 4.603 

25C13 184CH2 4.656 25C13 162CB 4.732 

25C14 143NE2 3.452 25C14 184CZ2 4.059 

25C14 184CH2 4.327 25C14 143CD 4. 676 

25C14 138CA 4.757 25C14 13 8N 4 . 988 

. 25G15 138CA : : 3.182 25C15 138N 3.231 

25C15 138CB 3 .598 25C15 1370 3. 616 

25C15 137CA 4.362 25G15 161ND2 4.367 

25C15 138C 4.523 25C15 137CB 4.599 

25C15 1380G 4v662 25C15 161GB 4.679 

2SG15 1610 4.924 25C16 1610 3.101 

25G16 161C 4.310 25C16 162GB 4.562 

25G16 162GA 4.657 25C16 162CG 4.876 

25017 1610 3.437 25017 161C 4.661 

25N18 : 25SG 3 . 301 25N18 162ND1 3 .608 

25N18 162CB 4 .239 25N18 161C ; /; 4.252 

2 5N18 25GB 4 . 462 25N18 162GE1 ? 4. 653 

25N18 19NE2 4.948 25N18 23GA 4. 995 

25C19 1610 3.592 25C19 23CA 4.261 

25G19 162ND1 4.530 25C19 23C 4.535 

25C19 161C 4.613 25C19 230 4.725 

25N20 184GZ2 4.159 25N20 162ND1 4.342 

25N20 184CE2 4.669 25N20 162CE1 4.970 

25C21 25SG 3.220 25C21 161C 3.894 

25C21 162N 4.439 25C21 65CA 4.747 

25G21 25GB 4.980 25C22 25SG 1.762 

25C22 25N 3.317 25G22 25CA 3.720 

25G22 23CA 3.914 25G22 230 4.043 

25C22 19NE2 4.196 25C22 24G 4,394 

25C22 26N 4.510 25C22 25C 4.601 

25G22 24GA 4 .697 25C22 162CA 4.792 

25C22 26CD1 4 . 881 25023 25^6 2 . 430 

25023 25GB 2.896 25023 19NE2 3.003 

25023 23C 3.263 25023 24N 3.328 

25023 230 3 . 894 25023 24C 3 . 945 

25023 190E1 4.163 25023 24CA 4.166 
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25C16 162N 4.992 

25N18 1610 3.143 
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25023 23CA 3.259 

25623 25CA 3.459 
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25023 220 4.360 
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Table of distances in Angstroms between atoms of the inhibitor 
and protein for all protein atoms within 5 Angstroms of the 
inhibitor 4- [N- ( (4-pyridylmethoxy) carbonyl] -L-leucyl] -1- [n- 
? t (phenylmethoxy) carbonyl ] -L-leucyl ] -3 -pyrrolidinone . 
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: ^5c;^;:::;: : ; : 


4.831 




65N : 


4,901 


25C33 


1610 


4> 


:93'i4: :; 


25N34 


(660 


3.486 


25N34 


66N 


3.771 


25N34 


65CA 


4. 


261 


25N34 


65C 


4.264 


25N34 


:'.-66G : ;-: : ••' 


4.330 


25N34 


66GA 


4-J 


464 


25N34 


l:6# ; ':' ? -'; ; 


4.991 
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Table of distances iri^A^ of the inhibitor 

aiid protein for 5 Angstroms of the 

inhibi tor 4 -* [N- ( ( phenylmethoxy) car bony 1] -L-leucyl] -I -N [N- 
(methyl) -L-leucyl) ] -3 -pyrrol idiribhe 



Atom 1 Atom 2 Dis t . 


Atom 


1 Atom 2 


Dist. 


Atom 


1 Atom 2 


D 


ist . 


25C1 


2420H2 


3Y241 


25C1 


180D1 


i"V4'4'6 : 


25C1 


184CD1 




.907 


25C1 


184GB 


-:3 ; .929V 


25C1 


i84CG 


3.941 


25C1 


184CA 


4 


.202 


25G1 


18CG 


4; 369 


25Cl 


18|lD2 


4.563 


25C1 


184NE1 


4 


. 640 


25C1 


1840 


: 4.676 


I 25C1 


184CD2 


4.729 


25C1 


184C 


4 


.752 


25C1 


21NE2 


4.852 


25C1 : 


: ;20N;'i- 


4.956 


25C2 


184CD1 


3 


. 751 


25C2 


184CG 


; : -3-;:778" 


; 25G2 


" 184irei 


4; 100 


25C2 


184CD2 


4 


.156 


25C2 


184GB 


4 .179V 


\25C2,. 


• ; ;i:84^E2x 


4.339 


25C2 


2420H2 


4 


.411 


25C2 


180D1 


4.705 


25C2 


184CA 


4.841 


25C2 


184CE3 


4 


.910 


25C3 


184NE1 


3.789 


25C3 


184CD1 


3.817 


25C3 


184CE2 


4.203 


25C3 


184CG 


4.246 


25C3 


184CD2 


4.475 


25C3 


200 


4 


.505 


25C3 


184CZ2 


4.1908 


25C3 


21NE2 


4.969 


25C4 


20O 


3 


. 140 


25C4 


19CG 


4.004 


25C4 


20C 


4.011 


25C4 


184CD1 


4 


.042 


25C4 


184NE1 


4.079 


25C4 


;j::i21NE5; ; - 


4 .367 


25C4 


2 ON 




.403 


25G4 


19CD 


4.509 


25C4 


; 20GA: 


4 .543 


25C4 


210E1 


4 


.778 


25G4 


184CG 


4.809 


25C4 


180P1 


4.811 


25C4 


184CE2 


4.867 


25C4 


21GD 


4.895 


25C4 




4.938 


25C4 


2 IN 


4 


.965 


25CS 


200 


;; 2^695; 


2565 




2^02 


25C5 


20C 


3 


.263 


25C5 


2 OCA 


3.407 


25C5 


*80Dl 


3.589 


25C5 


19CG 


3 


.659 


25C5 


21NE2 


3.950 


25C5 


: .v. i9G : : -% 


4.127 


25C5 


184CD1 


4 


.183 


25C5 


21N 


4.369 


25C5 


2420H2 


4.392 


25C5 


18GG 


4 


.548 


25C5 


19CD 


4.599 


25C5 


isiNEi 


4.619 


25C5 


19N 


4 


.620 


25C5 


19CA 


4.668 


25C5 




4; 730 


25C5 


21CD 


4 


.753 


25G5 


18ND2 


4.801 


• 25C5 


;-f:|90t 


4.927 


25C5 


184CG 


4 


.931 


25C5 


1830 


4.975 


25C5 


' -iipEiv: 


4.987 


25C6 


180D1 


2 


.695 


25C6 


2420H2 


3.232 


25C6 


20N 


3 .572 


25C6 


18CG 


3 


.627 


25G6 


18ND2 


3.837 


25C6 


2 Oca 


3.842 


25C6 


200 


3 


.869 


25C6 


184CD1 


: 4. 122 


25C6 


20C . '. 


4 .133 


25C6 


21NE2 


4 


.219 


2SC6 


19CG 


4.448 


25G6 


•:i:8 : 4!CA;- : -.''- 


4.454 


25C6 


184CG 


4 


.538 


25C6 


184GB 


4.595 


25C6 


3.9N ' 


4.613 


25C6 


19G 


4 


.668 
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25G6 


1830 


4.825 


::;25G7 


200 


2.832 


25C7 


19CD r 


14.075 


25C7 


184NE1 


4.479 


25C7 


190E1 


4,733 


25C7 


184GD1 




25G7 


20CA 


4.870 


2508 


19NE2 


4.505 


2508 


; : :-l84Gi;2:::; 


4. 904 


25C9 


184NE1 


3.701 


25C9 


184CE2 


4.209 


25C9 




4.669 


2501 0 


184NE1 


•2 ..553 


25O10 


19C-E1 ' 


3.438: 


25O10 


;162ce1 : ; : 


3 . 653 


25610 


19CG 


4.332 


25010 


184CH2 


4.579 


25C11 


162CEi 


4.196 


25C11 


162CG : 


4.968 


25C13 




4; 017 ' 


25C13 




4.749 


25C13 


162CG 


4.864 


25C14 


162ND1 


3.354 


25C14 


leio 


3.685 


25C14 


16 ICG 


4 . 037 


25C14 


137C6 


4.367 


25C14 


184CZ2 


4;;; 6^1:' 


25C14 


161CA 


4.867 


25C15 


1370>;3' 


4:063 


25C15 




4.530 


25C15 


138N 


4.887 


25C16 


25SG 


;> : |I59i-: 


25C16 


23GA 


4,579 


25017 


19NE2 


;3^:9:2i-: 


25017 


220 'v'?;^ 


4 . 568 


25017 


19CD 


4 .877: 


25N18 


25SG- 


3.257 



TABLE XXVn 



• : 25G6 


2440H2 


: :4a 841 




• -Li|EG:i; : 


'■p^iol 


: ; : ;25G7: : : 


■: : : :: i?NE2:y 


4.108 


25C7 


> ; : ?22N't Si' 


4.658 


25C7 


210E1 


• :; ;4;V#4: 


25C7 


20N 


4^797 


2508 


200 


;:;:; : 4::. :; 185 : ' 




19CD 


,;4y575 ; 




184CD1 


4.980 


25C9 


i9NE2 


4.091 


25C9 


184CZ2 


4.214 


25C9 


184CD1 


4V680 


25010 


184CE2 


>3Vl48:: 


25O10 




3,591 


25O10 


19NE2 


3.822 


25010 


184CD2 


4.379 


isoio; 


Ji^CgK'a 


4.611 


25Gli 


184G?2 


4 .648 


25C12 


162ND1 


4. 717 


25Ci3 


16^NDJL: 


4.533 


25Ci3 


184CZ2 


4 ,831 


25G13 


1370 


4 : 980 


25C14 


162CB 


3.366 


t2;5bl4 ;; : 


161C 


3.990 


25C14 


162N 


4.168 


25CI4 


161CB 


4.378 


25G14 


137C 


4.815 


25C14 


1370 >{ 


4 .907 


:2 : 5C1:5 ; | 


184CZ2 


4 ,064 


25C15 


1610D1 


4.738 


25C15 


137CB 


4.908 


25C16 


; 1 9NE2 


4.348 


25C16 


1610 


4.665 


25017 


v23C' ; ; 


. 4.371 




25SG . 


4.579 


25017 


230 


4.921 


25N18 


162ND1 


3.402 



25C6 184NE1 4 . 878 

25C7 26C 3 .960 

25C7 220 4,387 

25C7 21CA 4.703 

25C7 2 IN 4.779 

25C7 21NE2 4.850 

2508 184NE1 4.318 

2508 19CG 4 ,801 

2508 190E1 4.989 

25C9 19CD 4.179 

25C9 190E1 4.322 

25C9 19CG 4>:819 

25010 184CZ2 3.297 

25O10 184CD1 3.650 

25O10 162ND1 4.295 

25O10 162NE2 4.393 

25C11 162ND1 3.950 

25C11 19NE2 4.924 

25C12 1610 4.982 

25G13 161CG- 4.712 

25C13 162CB 4 . 860 

25C14 1610D1 3.145 

25C14 162CG 3 .508 

25C14 162CA 4.004 

25C14 162CE1 4.261 

25C14 162CD2 4.476 

25C14 162NE2 4.847 

25C14 137CA 5,000 

25C15 184CH2 4.220 

25C15 138CA 4.806 

25C16 162ND1 4.014 

25C16 162CE1 4.375 

25017 23CA 3.462 

25017 23N 4 .429 

25017 22C 4.858 

25017 24N 4 .983 

25N18 1610 3.468 
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TABLE XXVII 



; 25N18 162CE1 4 . 081 25N18 25CB 4.457 2 5N18 162CG 

25N18 161C 4.569 25N18 162CA 4.582 25N18 162CB 

25N18 19NE2 4.859 2SC19 25SG 2.794 25C19 1610 

25C19 25CB 4.234 25C19 162ND1 4.247 25C19 23CA 

25C19 230 4.457 25C19 23C 4.497 25C19 25N 

2SC19 161C 4.876 25C19 162CE1 4.889 25C19 19NE2 

25N20 19NE2 4.613 25N20 184NE1 4.773 25N20 184CZ2 

25N20 162CE1 4.936 25N20 19CD 4.991 25C21 1610 

25C21 25SG * 3.218 25C21 161C 4.048 25C21 162GA 

25C21 162N 4.811 25C21 65CA 4.831 25C21 162ND1 

25C21 25CB 4.939 25C21 163N 4.976 25C22 25SG 

25C22 25CB 2.980 25C22 25N 3.156 25C22 25CA 

25C22 230 3.702 25C22 23C 3.712 25C22 23CA 

25C22 19NE2 4.077 25C22 24N 4.130 25C22 26N 

25C22 162ND1 4.246 25C22 24C 4.298 25C22 25C 

25C22 162CE1 4.608 25C22 24CA 4.620 25C22 1610 

25C22 26CD1 4.828 25C22 190E1 4.874 25C22 19CD 

25023 25SG 2.426 25023 25N 2.644 25023 25CB 

25023 19NE2 2.944 25023 23C 2.957 25023 24> 

: 25p23 ; 23CA 3.211 25023 230 . .. 3.326 25023 • 25CA 

25023 24C 3.666 25023 24CA 3.882 25023 l9CD 

25023 190E1 4.099 25023 220 4.365 25023 25C 

25023 26N 4.481 25023 23N 4.525 25023 162ND1 

25023 162CE1 4.629 25023 240 4.773 25023 22G 
25G24 65GA 4^095 25G24 66N 4.264 25C24 65G \ 

2 5024 640 ■ ;: V4. : 547 25C24 66b ' 4.628 25G25 660 
25C25 1610 3.862 25C25 66N 4 .313 25G25 161C 
25C25 66C 4 .741 25G25 65CA 4.778 25C25 161CA 
25C25 25SG 4.963 25C25 65C 4.974 25C26 660 
25C26 1610 4.269 25C26 161C 4.491 25C26 163N 
25G26 66C 4.696 25C26 160O 4.785 25C26 163CB 
25C26 162N 4.915 25C26 161CA 4.923 25C27 160O 
25G27 160C 4.089 25C27 161CA 4.307 25C27 161C 
25G27 161N 4.440 25C27 1610 4.452 25C27 660 
25C27 160CB 4.699 25C27 134CB 4.734 25C27 162N 
25G27 209CD2 4.918 25C28 1600 3.351 25C28 16 OC 
25C28 67CE1 4.588 25C28 161CA 4.739 25C28 660 



4.523 
4.845 
3.684 
4.366 
4.673 
4 . 898 

4.805 
2.879 

4. 631 
4.843 
1.746 
3 . 592 
4.038 
4.232 
4.374 
4 . 649 
; 4 . 942: 
2 . 944 
3.189 
' 3-349 
3.941 
4.451 
4.590 
4.910 
4:356 
3 .688 
4 . 458 
4.939 
3.481 ■ 
4.695 
4.799 
3 . 472 
4 .320 
4.548 
4.770 
4. 338 
4.818 
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25C28 161N 


A Q\A . 


2^<P9 Q 






25G29 209CD2 


'. 3> 43Sf 


25G29 


134GB 


3 686 




16 flirt 




: 25C29 160CB 


4 .234 


25C29 
25C29 


160G 
209CG 


4 . 490 
4 .839 


2 5C2 9 




A 7^Q 

5*: .: / J -9 
; 4 fiQ6 


25G29 

. *vvy.u. 


6 fin 


4 . 795 
3 .513 


2J5C30 
25CI30 


66N 
26CD1 


3.616 
4 246 


25G30 

<£ JV.J V 


26PFI 


: v-' :: fift7-'- 

: 4>:*;!?.3 ■■■■ 


2sir*3n 


OjvA 


3 . 972 
4.296 


25G30 


1610 


4 302 


2*>r"30 








DOLA 


4 .591 


25<t3G 


2iSCG 


** •' v « J 


25C30 


;:;: ; 2%n;-,: 


■ 4*74/ : 




10 JCB 


4 . 852 


25G3 0 


163N 


4 940 


25031 


660 


'"'0- SH&K" ■ 






2 . 846 


25031 


26GB 


3 'too 


25031 


26CD1 




<6 DUO A 




3 -423 


• 2503 1 


2 6CG 




25031 


66GA 




9</S3 1 




3 .792 


25031 


65GA 




25631 


; 26N 


■ 4 . 1ZZ 






4 ,160 


25031 


25SG 


TP /. Q 


25031 


26NE1 


ft . D J l :■ 




67iki 


4 .618 


25031 


163GB 




25031 


26GP2 








4 . 959 


25N32 


25SG 




25N32 1610 


*a oca 




ODUA 


4 w 049 


25N32 


J66N 


4 IS 2 


25N32 




• ,,4> J p 4 






4 .398 


25N32 


26N 


A isni 


25N32 


■;25gb-' 


: 4 OZP 






4C764 


25lil2 


65C 


4 790 


25N32 


,:^60 : -:.,- : : 


ii o h t 

4 . QUO 


25M32 


X D J IM 


■•il:- -'-'01 C' 

4. 815 


25N32 


26tB 


. T» > o J vj 


25N32 




4 . Oo U 


2SM32 


2^r* 


4.985 


25S33 


25SG 


2 418 


25G33 


230 




25C33 


25N 


3 . 403 




a Owl 




25C33 


26N 




25G33 


25GB 


3 .751 


25C33 


23C 


« p A. 

3 . 758 


25C33 


25GA 


3.959 


25C33 


65GA 


3.999 


25G33 


25C 


4.264 


25C33 


24N 


4.334 ; 


25^33 


24G 


4.346 


25C33 


26CG 


4.388 


25C33 


26 GB 


4.392 


25G33 


23CA 


4.425 


25C33 


66N 


4.510 


25C33 


" 24CA 


4.531 


25G33 


26GA 


4.616 


25G33 


26NE1 


4.621 


25C33 


65C ;./ 


4.831 


25C33 


65N 


4.901 


25G33 


1610 


4.934 


25N34 




3.486 


25N34 


66N 


3.771 


25N34 


65CA 


4.261 


25N34 


65C 


4,264 


25N34 


66G 


4.330 


25N34 


66CA 


4 .464 


25N34 


1610 


4 Mi 
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TABLE XXVIII 

Table of distances in Ahgstroxhs betwieen atoms of the inhibitor 
arid protein f or *11 protein atdms wxthin 5 : /^gs tromk if; the 
inhibitor l^NMN- imidazole acetyi-lfci^ -N-{4- 
phenoxy-phenyl-sulf onyl ) -amino-propan-2-one • 

Atom 1 ktom 2 Dist . Atom 1 Atom 2 Di|t> Atk 1 Atom 2 Dist . 





4 UKJ 




4; Del 


.:. 20C . :;■ 


3,356 


. 25C1 


184NE1 


4 


. 078 






A 1*7Q 




21CA 


4-600 


;,..25C1/: 


20N 


4 


.704; 




2 IN 


4 . / Ob 


25C1 


21NE2 


4.738 


25C1 


19GB 


4 


. 859 






VI d o Q 


2>C1 


2QCA 


4. 947 


25C1 


184CE2 


4 


1949 






/I OQQ 


25C2 


20G 


3 .367 


2$C2 


21NE2 


4 


. 119 






A T/VQ 

* • JW J 






4 . 592 


25C2 


184NE1 


4; 


.819 






a fl ic n 




24J.QH2 


3 . 093 


25C3 


200 


3 


.775 






4 . *JU 




lo4Cvl; 


4 . 878 


25C3 


20G 


4 


.988 




3 AA fiHO 


J . 4 0 U 


2pu4 


20O 


3 .717 


25G4 


180D1 


3 


.947 






A 01 O 




lo4CG 


•>l -X'a'S'- - 

4 .493 


25C4 


1840 


4 


.549 




io4LD 


4 . O02 


25C4 


184CA 


4.747 


25C4 


18CG 


4 


.754 




1 QKTTVV 


4 • 754 


25C4 


20G 


4.826 


25G4 


184NE1 


4 


.840 






/I Q £ Jl 

4 . 9o4 


»)Cp/l : 

25C4 


184C 


4.980 


25G5 


200 


3 


239 




loODl 


3 . 271 


25C5 


184C01 


3.400 


25C5 


2 ON 


3, 


.933 


25C5 


184CG 


4.002 


25G5 


184NE1 


4.111 


25G5 


184CA 


4 


.118 


25C5 


20C 


4.232 


25C5 


i 18CG 


4.245 


25C5 


184CB 


4. 


.256 


25C5 


19GB 


4.402 


25C5 


1830 


4.499 


25C5 


1840 


4.503 


25C5 


2 OCA 


4 .510 


25C5 


19N 


4v552 


2565 : 


184C 


4. 


.587 


25C5 


18ND2 


4 .606 


25<25 


l?c 


/4;7:6S' : . 


25C5 


19CA 


4. 


817 


25C5 


2410H2 


4 . 867 


25C5 


184CD2 


4.968 ; 


25C6 


20O 


2. 


740 


25C6 


184CD1 


3.361 


25C6 


184NE1 


3.660 


25C6 


20C 


3. 


746 


25C6 


2 ON 


3.761 


25C6 


19CB 


3.788 I 


25C6 


180D1 


4. 


136 


25C6 


19CG 


4,290 


25C6 


184CG 


4.321 


25C6 


20CA 


4. 


335 


25C6 


19C 


4.361 


2SC6 


19CD 


4 . 428 


25C6 


19CA 


4. 


488 


25C6 


190E1 


4.526 


25C6 


19N 


4.653 


25G6 


184CE2 


4. 


729 


25G6 


1830 


4.737 


25C6 


2 IN 


4.769 


25C6 


184CA 


4. 


918 


25C6 


184CB 


4.981 


25C6 


19NE2 


4.990 


2507 


200 


3. 


287 


2507 


21CA 


4.138 


2507 


20C 


4.173 


2507 


: 19NE2 


4. 


269 


2507 


21C 


4.370 


2507 


19CD 


4.416 


2507 


184NE1 


4. 


459 
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: ;:::2SQ7- 


210 


•4 


.466 


: 2507 


19CG 


4 


.663 


2507 


19 GB 


4 


.977 


25C8 


19CD 


4 


.404 


25G8 


220 


4 


.861 


25C!9 


184NE1 


] 3: 


199 


25C9 


190E1 




,533; 


25C9 


184CZ2 


■ 4.206 


25C9 


220 


4 


.860 


25C10 


184NE1 


3 


.388 


25G10 


184CE2 


3 


.828 


25C10 


162NE2 


3 


.948 


25C10 


162CG 


;;4; 


.799 


;:25cil 


184CZ2 


:4; 


.084 


iSGll 


184CE2 


4 


.664 


25G13 


19NE2 


4 


.978 


25S14 


162 CG 


4. 


.222 


25S14 


162NE2 


4. 


.657 


25015 


184CZ2 


. .3; 


.079 


25015 


162CD2 


3. 


.881 


25015 


184CE2 


4. 


. 275 


25015 


162NE2 


4, 


364 


25015 


13 7 C 


4. 


663 


25016 


1610D1 


4. 


484 


25N17 


162CD2 


2. 


828 


25N17 


162CB 


3. 


276 


25N17 


161C 


4$. 


006 


25N17 


162ND1 


4. 


353 


25N17 


184CZ2 


4; 


778 


Z DL.XO 




3. 


290 


25C18 


161C 


4. 


107 


25018 


25CB 


4. 


359 


25C18 


162N 


4> 


597 


25C19 


162CD2 


3 . 


616 


25G19 


25N 


4. 


227 


25C19 


162CA 


4. 


405 


25G19 


162CG 


4. 


541 



TABLE XXVm 



2507 


. ...'220;;>- : ', 


4 


.540 


2507 


i90El 




.850 


25C8 


19NE2 




; 003 


25C8 






; 665: 


25G8 


210 


4 


v 93 7 


25C9 


19tjE2 


> ; -3 


212 


25C9 


184CE2 


•:4 ;; 


bob 

• y V V 


25G9 




:!;'|4-; 


: Y4&4V 


" 25G9 : - ; :: 


: : i62t3Dif 






25C10 


184CZ2 
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WHAT IS €1JUMED K 

1 . A method of inhibiting cathepsin K which comprises administering to 
a mamma] in need thereof a compound that fits spatially into the active site of 
cathepsin K, said compound comprising any two of the following: 

(i) an eldctre^ atom 
of c^ifcine 25 whercm from said sulfur 
/atom; 

(ii) a hydrophobic group that interacts with tryptophan 1 84 wherein the 



chain atoms of tryptophan 184 is 4.10-7.10A; 

(iii) a hydrophobic group that mtt^ 
ad^i 209, creating a hydrophobic pocket, and 

> and the 



nc 

pocket which ^ tyrosine 67: 4.91- 5.91 A, methionine 68: 5:74^6.74A t alanine 
134: 4. 15-5. 15A, leucine 160: 6.18-7.18A, and leucine 209: 5.71-6.71 A; 

(iv) a hydrophobic group that interacts with tyrosine 67 wherein the 
dktimcete 

20 chain atoim of t^ 

(v) an amino group with a pKa of less than 7 or an oxygen atom, each of 
which interacts with a hydrogen atom donated by the amide riitrogen of glycine 66 
wherein the distance between ^ 

( vi) a hydrophobic group that interacts with the main chain atoms of 

of said hydrophobic group and the centroids of glutamine 21 , cysteine 22 and 
glycine 23 are 3.7-5.4, 4.9-5.7 and 5.4-6.7 A, respectively; or 

(vii) a hydrophobic group that interacts with the side chain atoms of 
glutamine 143 and asparagine 161 and the main chain of alanine 137 and serine 138 

30 wherein the instance pf the hydrophobic ^ 

centroids of glutai^ne 143, asparagine 161, alai^ 138 are 7.9- 

9.6A, 4;7-5 4Av 4.2-55Ai and 4.6-6.4A, respectively. 
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2. A method of inhibiting cathepsin K which comprises administering to 
k mammal in need thereof a compound that fits spaa into the active site of 
H : : tatl^m :: .K:, said cbmjpound comprising any three or more of the following: 

(i) an electrophilic carbon atom that binds to the side chain sulfur atom 
5 of cysteine 25 wherein said electrophilic carbon atom is L7-4.0A from said sulfur 
/"'-.atom;-- 

(ii) a hydrophobic group that interacts with tryptophan 184 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tryptophan 184 is 4.10-7.10A; 

10 • ^ (Ui) * hydrophiobic group that interacts with tyrosine 67, methionine 68, 
>/!/*taira;l^,-leiicro 160, and leucine 209, creating a hydrophobic pocket, and 
ranges between the centroid of said hydrophobic group and the 
centrpids of the side chain atoms of the amino acid residues of said hydrophobic 
potto are tyrosine 67: 4M^9t^ni^omx 68: 5.74-6.74A, alanine 
15 134: 4.15-5.15A, leucine 160: 6.18-7.18A, and leucine 209: 5.71-6.71A; 

(iv) a hydrophobic group that interacts with tyrosine 67 wherein the 
distance between the centroid of said hydrophobic group and the centroid of the side 
chain atoms of tyrosine 67 is 4. 10-7 JOA; 

(v) an amino group with a pKa of less than 7 or ah oxygen atom, each of 
20 which; interacts with a hydrogen atom donated by the amide nitrogen of glycine 66 

wherein the distance betwee^^^ is 2J-3.5A; 

(vi) a hydrophobic group that interacts with the main chain atoms of 
glutanune 21 , cysteine 22 and glycine 23 wlw the distance between the centroid 
•of said hydrophobic group and the centroids of glutamine 2 1 , cysteine 22 and 

25 glycine 23 are 3-7-5 .4, 42-5 J and 5.4-6:7A, respectively; or 

(vii) a hydrophobic group that interacts with the side chain atoms of 
glutamine 143 and asparagine 161 and the main chain of ^iilttd^e^ IS^^flid^&riTC^ajl*"'^ 
wherein the distance between the centroid of the hydrophobic group and the 
centroids of glutamine 143, asparagine 161, ^ alanine 137, and serine 138 are 7^ 

30 9;6A,^ 



3; A method of inhibiting cathepsin K which comprises administering to 
a mammal in need thereof a compound that fits spatially into the active site of 
cathepsin K, said compound comprising: 
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(!) MclcctrophUiccaib^ 

<tf;^ carbon atom is 1.7-4.0A bom said sulfur 

atom; and 

(ii) a hydrophobic group that interacts with tryptophan 184 wherein the 
distmw fehyeen tl^ ccntroid of said hydro 
chain atoms of tryptophan 184 is 4.10-7. lOA. 

M ^ m ^ od of claim 3 wherein said hydn^hobk group that interacts 
with tryptophan 184 is an aromatic group. 

5. The method of claim 4 wherein the centroid of said aromatic group 
Jto 9.24-1 1.24A from the centroid of said 

electrophilic carbon " that binds to the side chain sulfur atom of cysteine 25. 

15 ^ mclhod of claim 3 wherein said electrophilic carbon that binds to 

the side chain sulfur atom of cysteine 25 is a carbonyj carbon. 

7. The method of claim 3 wherein the compound further comprises a 
hydrophobic group that: 

20 l^ from said electrophilic carbon; 

^teracts with tyrosine 67. methionine 68, alanine 134, leucine 160, and 

and 

has distance ranges between the centroid of said hydrophobic group and the 
centroids of the side chain atoms of the amino acid residues of said hydrophobic 
^ methiomne 68: 5.74-6.74A, alanine 

134: 4.15-5.15A, leucine 160: 6 1 8-7. 18 A, and leucine 209: 5.71-6/71A. 

8. The method of claim 7 wherein said hydrophobic group that interacts 
^ anisobutyl group. 



30 



9; The method of claim 3 wherein the comj[^^ 
hydroi^^ ^th tyrosine 

cen^i^ the centroid of th^ 

tyrosine 67 is &i&A<jA. 



35 
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10. The method of claim 9 wherein said hydrophobic group that ih^ 

11. The method of claim 3 wherein the compound further comprises an 
5 amino group with a pKa of less than 7 or an oxygen atom, each of which interacts 

with a hydrogen atom donated by the amide nitrogen of glycine 66 wherein the 
distance between these two atoms is 2.7^^ 

12; The method of claim 3 wherein ^ 
10 hydrophobic group that interacts with the main chain atoms of glutamine 21; 
cysteine 22 and glycine 23 wherein the distance between the centroid of said 
hydro of glutamine 21 .cysteine 22 and glycine 23 

are 37-5 .4, 4:9-5.7 and 5.4-6.7 A, respectively. 

15 : 13; The method of claim 12 wherein said hydrophobic group that 

interacts with glutamine 21, cys 22 and glycine 23 is an isobutyl group. 

14. The method of claim 3 wherein the compound further comprises a 
hydrophobic group that interacts with the side chain atoms of glutamine 143 and 
20 asparagine 161 and the main chain of alanine 137 and serine 138 wherein the 
distance between the centroid of the hydrophobic group and the centroids of 
glutamine 143, asparagine 161, alanine 137, and serine 138 are 7.9-9.6A, 4.7-5.4A, 
4.2-5;5A, and 4.6-6.4A, respectively. 

25 15. The method of claim 1 wherein the compound is: 

3(S)-3-[(N-beii2yloxycai^ i .( l - pr opoxy)-2- 

hexanone; 

Kphenylm^ 

30 4-[N-[(phenylmethoxy)carbonyl]-L-leucyI]-l-^ 
■ pynx)Ii<toone; : 

4-IN-[(phenylmethoxy)carbonyl]-L-leucyl]- 
Kpteqylirre^ 

• bis-(Cbz^leucinyl)-^ 
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leucinyl)]carbohydrazide; 

(lS)-N-[2-[(l-benzyloxycarbonylamno^ 
ylcaibonyl}-hr^-^ 

5 l-N-(N-imidazolc acctyl-leucinyl)-amino-3-N-(4-phcnoxy-phcnyl.sulfonyl). 

. aminb-p!Tbpan-2H>nc; or • '/v.; 1 

Z^'-N.N'-bis-benzyloxycarbonyl-L-leucinylcarbohydrazidc; 
or a pharmaceutical^ acceptable salt thereof. 

10 * 6 A composition comprising cathepsin K in crystalline form. 

17. The composition according to claim 1 6 wherein cathepsin K has an 
active site cavity fbnried by the amino 

15 18; The composition of claim 17 wherein said active site is characterized 

by the coordinates selected from the group consisting of the coordinateis of Tables 1- 

. \?i A cath^ih crystal. 

20 

20. An isolated, properly folded cathepsin K molecule or fragment 
thereof having a conformation comprising a catalytically active site formed by the 
residues listed in Table XXDC t said active site defined by the protein coordinates of 
Table! • 

25 ' . : ,; ' 

21. A peptide, peptidomimetic or synthetic molecule which binds with 
the active site cavity of cathepsin K according to claim 17. 

22; A method of identifying an inhibitor compound capable of binding to, 

30 ; ^ 

introducing into a suitable computer program information defining an 
active site conformation of a cathepsin K molecule comprising a catalytically active 
site fonned by the residues listed 

protein coordinates of Table ! wherein said program displays the three-dimensional 
35 structure thereof; 
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creating a three dimensional representation of the active site cavity in 
said computer program; 

displaying and superimposing the model of said test compound on the 
model of said active site; 
5 assessing whether said test compound model fits spatially into the 

. active site; 

preparing said test compound that fits spatially into the active site; 
using said test compound in a biological assay for a protease 
characterized by said active site; and 
10; detennining whether 

in said assay. •• 

23 ^ A pe 
' method of Claim 22. 

15 r ' ' " '■ . s-;;--;V^-\.; : ::<. ■ \U\,-,--. ;..•/■*''. .V 

24. A method of drug design comprising using the structural coordinates 
of a cathepsin K crystal to computationally evaluate a chemical entity for associating 
with the active site of cathepsin K. 

20 25. The method according to claim 24 t wherein said entity is a 

competitive or non-competitive inhibitor of cathepsin K. 

26. A method for identifying inhibitors which competitively bind to the 
active site of a cathepsin K molecule or fragment 
25 catalytically active site formed by the residues listed in Table XXIX, said method 
comprising the steps of: 

providing the coordinates of said active site of the protease to a 
computerized modeling system; 

identifying compounds which will bind to the structure; and 
30 screening the compounds 

bioactivity. ■ 
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Human Gathepsin K 
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FIGURE 3 
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Gathepsin K Active Site 
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Stereo View 
Cathepsin K Active Site 
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FIGURE 5a 
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Inhibitor = 2;2'-N J^'-bis-benzyloxycarbo^ 
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FIGURE 7b 




Inhibitor = 2,2'*N^'-^ 
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FIGURE 8a 




Inhibitor = (lS)-N-f2-[(l-benzyloxycarbonylan^^ 
ylcarbonylJ-NMN-^enzyloxy^ 
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FIGURE 8b 




Inhibitors (lS)-N-[2-[( l-benzyloxycarbonylamino)-3-mcthylbutyl]thiazol-4- 
yl<?aibOTy^ 
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FIGURE 9k 




Intobitor = 2-[N-(3-ben^ 

leucinyl)]caibohydrazide 
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Inhibitor = 2-[N<3-benzyioxybenzoyl)>2'-^ 

leucinyi)]carbohydrazide 
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Inhibitor = 4-{N-I(phcnylmcthoxy^ 

[(phcnylmclhoxy)carbonyl3-L-lcucyl]-3-pyrTolidinone 
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FIGURE 11a 




Inhibitor = 4-[N-[(4-pyridylm 
[(phenylmethoxy)ca^ 
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FIGURE 12a 




Inhibitor = 4r[N4(phenyta^^ 

leucyl)]-3-pynolidinone 
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FIGURE 12b 
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FIGURE m 




Inhibitor = 1 ~N-(N -imidazole ac^txl-leucinyl)-amino-3-N-(4-phcnoxy-phcnyl- 
sulfonyl)-amino-propan-2-one 
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